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^ (54) Title: CRYSTAL OF GLUCOKINASE PROTEIN, AND METHOD FOR DRUG DESIGN USING THE CRYSTAL 
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q£ (57) Abstract: Glucokinase is crystallized, the three-dimensional structure thereof is analyzed, and then a compound to be bonded 
t"^ to glucokinase is designed on the basis of the coordinate for the resulting three-dimensional structure. Specifically, glucokinase 
ON is freed of a part of amino acid residues being on the N-tcrminal side thereof, to thereby crystallize it, and the three-dimensional 
^ structure of the resulting crystal is elucidated through the X-ray crystallographic analysis thereof. 
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CG 


GLU 


17 


27. 140 


-28. 571 


77. 984 


1. 00 49. 19 
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ATOM 


27 


CD 


GLU 


17 




ATOM 


28 


0E1 


GLU 


17 




ATOM 


29 


0E2 GLU 


17 




ATOM 


30 


C 


GLU 


17 


5 


ATOM 


31 


0 


GLU 


17 




ATOM 


32 


N 


GLN 


18 




ATOM 


33 


CA 


GLN 


18 




ATOM 


34 


CB 


GLN 


18 




ATOM 


35 


CG 


GLN 


18 


10 


ATOM 


36 


CD 


GLN 


18 




ATOM 


37 


0E1 


GLN 


18 




ATOM 


38 


NE2 GLN 


18 




ATOM 


39 


C 


GLN 


18 

1 VJ 




ATOM 


40 


0 


GLN 


18 


15 


ATOM 


41 


N 


ILE 


19 




ATOM 


42 


CA 


ILE 


19 




ATOM 


43 


CB 


ILE 


19 




ATOM 


44 


CG2 


ILE 


19 




ATOM 


45 


CGI 


ILE 


19 


20 


ATOM 


46 


CD1 


ILE 


19 




ATOM 


47 


C 


ILE 


19 




ATOM 


48 


0 


ILE 


19 




ATOM 


49 


N 


LEU 


20 




ATOM 


DU 


CA 


LEU 


9fl 


25 


ATOM 


51 


CB 


LEU 


20 




ATOM 


52 


CG 


LEU 


20 




ATOM 


53 


CD1 LEU 


20 




ATOM 


54 


CD2 LEU 


20 




ATOM 


55 


C 


LEU 


20 



- 17 -. 

27. 467 -27. 087 78. 191 

28. 238 -26. 520 77. 386 
26. 966 -26. 488 79. 170 
25.417 -28.378 74.479 
26. 097 -27. 666 73. 735 
24. 577 -29. 303 74. 020 
24.400 -29.513 72.588 
23.643 -30.818 72.307 
24. 488 -32. 086 72. 423 
23.701 -33.352 72.088 
23.158 -33.489 70.988 
23. 638 -34. 280 73. 037 
23.617 -28.338 72.014 

23. 849 -27. 912 70. 885 
22.677 -27.821 72.791 

21. 895 -26. 689 72. 327 
20. 631 -26. 500 73. 193 
19. 976 -25. 166 72. 894 
19.653 -27.653 72.915 
18.356 -27.599 73.719 
22.764 -25.431 72.344 

22. 746 -24. 644 71. 394 
23. 550 -25. 267 73. 404 

24. 423 -24. 109 73. 537 

25. 026 -24. 050 74. 944 
24. 050 -23. 887 76. 106 
24.813 -23.722 77.420 

23. 171 -22. 689 75. 843 
25.555 -24.135 72.518 



1. 00 50. 74 

1. 00 50. 39 

1. 00 50. 85 

1. 00 45. 93 

1. 00 44. 10 

1. 00 45. 41 

1. 00 46. 37 

1. 00 49. 99 

1. 00 55. 59 

1. 00 58. 40 

1. 00 60. 78 

1. 00 56. 40 

1. 00 44. 35 

1. 00 43. 20 

1. 00 41. 97 

1. 00 40. 37 

1.00 39.71 

1. 00 39. 42 

1. 00 40. 83 

1. 00 38. 38 

1.00 39.01 

1. 00 40. 12 

1. 00 35. 38 

1. 00 34. 35 

1. 00 32. 09 

1. 00 30. 92 

1.00 27.61 

1.00 29.31 

1. 00 34. 62 
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- 18 - 

ATOM 56 0 LEU 20 26.066 -23.087 72.112 1.00 34.19 

ATOM 57 N ALA 21 25.946 -25.336 72.116 1.00 33.16 

ATOM 58 CA ALA 21 27.030 -25.509 71.163 1.00 34.30 

ATOM 59 CB ALA 21 27.344 -26.992 70.993 1.00 34.49 

5 ATOM 60 C ALA 21 26.696 -24.886 69.814 1.00 35.20 

ATOM 61 0 ALA 21 27.587 -24.619 69.007 1.00 35.57 

ATOM 62 N GLU 22 25.412 -24.652 69.578 1.00 36.75 

ATOM 63 CA GLU 22 24.961 -24.053 68.329 1.00 37.80 

ATOM 64 CB GLU 22 23.435 -24.102 68.256 1.00 41.47 

10 ATOM 65 CG GLU 22 22.878 -23.851 66.867 1.00 47.91 

ATOM 66 CD GLU 22 21. 384 -24. 128 66. 767 1. 00 49. 95 

ATOM 67 0E1 GLU 22 20. 857 -24. 163 65. 630 1. 00 50. 84 

ATOM 68 0E2 GLU 22 20.741 -24.307 67.822 1.00 50.26 

ATOM 69 C GLU 22 25.444 -22.605 68.177 1.00 37.38 

15 ATOM 70 0 GLU 22 25. 380 -22. 039 67. 088 1. 00 38. 34 

ATOM 71 N PHE 23 25.928 -22.012 69.268 1.00 35.41 

ATOM 72 CA PHE 23 26. 426 -20. 636 69. 249 1. 00 33. 38 

ATOM 73 CB PHE 23 26.224 -19.962 70.614 1.00 31.59 

ATOM 74 CG PHE 23 24. 826 -19. 470 70. 843 1. 00 29. 81 

20 ATOM 75 CD 1 PHE 23 23.836 -20.328 71.310 1.00 26.48 

ATOM 76 CD2 PHE 23 24.489 -18.151 70.555 1.00 28.79 

ATOM 77 CE1 PHE 23 22.520 -19.882 71.487 1.00 29.30 

ATOM 78 CE2 PHE 23 23.177 -17.691 70.727 1.00 31.65 

ATOM 79 CZ PHE 23 22.189 -18.563 71.195 1.00 28.91 

25 ATOM 80 C PHE 23 27. 899 -20. 542 68. 877 1. 00 33. 33 

ATOM 81 0 PHE 23 28.396 -19.467 68.549 1.00 34.12 

ATOM 82 N GLN 24 28.596 -21.670 68.940 1.00 32.75 

ATOM 83 CA GLN 24 30. 016 -21. 716 68. 620 1. 00 32. 56 

ATOM 84 CB GLN 24 30. 543 -23. 147 68. 778 1. 00 35. 53 
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ATOM 85 CG GLN 24 
ATOM 86 CD GLN 24 
ATOM 87 0E1 GLN 24 
ATOM 88 NE2 GLN 24 
5 ATOM 89 C GLN 24 
ATOM 90 0 GLN 24 
ATOM 91 N LEU 25 
ATOM 92 CA LEU 25 
ATOM 93 CB LEU 25 

10 ATOM 94 CG LEU 25 
ATOM 95 CD1 LEU 25 
ATOM 96 CD2 LEU 25 
ATOM 97 C LEU 25 
ATOM 98 0 LEU 25 

15 ATOM 99 N GLN 26 
ATOM 100 CA GLN 26 
ATOM 101 CB GLN 26 
ATOM 102 CG GLN 26 
ATOM 103 CD GLN 26 

20 ATOM 104 0E1 GLN 26 
ATOM 105 NE2 GLN 26 
ATOM 106 C GLN 26 
ATOM 107 0 GLN 26 
ATOM 108 N GLU 27 

25 ATOM 109 CA GLU 27 
ATOM 110 CB GLU 27 
ATOM 111 CG GLU 27 
ATOM 112 CD GLU 27 
ATOM 113 0E1 GLU 27 



- 19 - 

30.817 -23.603 70.210 1.00 37.84 
31.214 -25.074 70.266 1.00 42.36 
31.802 -25.601 69.320 1.00 43.06 
30.902 -25.739 71.375 1.00 40.61 
30.335 -21. 233 67.208 1.00 31.93 
29.508 -21.320 66.299 1.00 30.32 
31. 548 -20. 717 67.043 1.00 31. 64 
32.029 -20.257 65.751 1.00 31.85 
31.876 -18.742 65.615 1.00 31.24 
30. 441 -18. 211 65.563 1.00 29. 93 
30.436 -16.690 65.710 1.00 28.63 
29.801 -18.640 64.262 1.00 27.61 
33. 502 -20. 635 65. 667 1. 00 33. 30 

34. 298 -20. 218 66.502 1. 00 33. 97 
33. 856 -21.450 64.679 1.00 34. 57 

35. 244 -21.860 64.496 1.00 36.87 
35. 330 -23. 053 63. 540 1. 00 40. 20 
35. 105 -24.414 64. 182 1.00 46.34 
33. 863 -24.462 65.041 1.00 48.48 
33. 918 -24. 229 66. 253 1. 00 49. 27 
32.725 -24.757 64.417 1.00 51.72 
36.024 -20.688 63.910 1.00 36.49 
35.430 -19.735 63.403 1.00 35.76 
37.347 -20.761 63.981 1.00 35. 17 
38. 181 -19.705 63.441 1.00 37.77 
39.658 -20.047 63.627 1.00 40. 11 

40. 596 -19. 156 62.831 1.00 47. 14 
41.754 -18.639 63.662 1.00 52.56 

41. 507 -17. 808 64. 567 1. 00 54. 72 
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ATOM 114 0E2 GLU 27 

ATOM 115 C GLU 27 

ATOM 116 0 GLU 27 

ATOM 117 N GLU 28 

5 ATOM 118 CA GLU 28 

ATOM 119 CB GLU 28 

ATOM 120 CG GLU 28 

ATOM 121 CD GLU 28 

ATOM 122 0E1 GLU ,28 

10 ATOM 123 0E2 GLU 28 

ATOM 124 C GLU 28 

ATOM 125 0 GLU 28 

ATOM 126 N ASP 29 

ATOM 127 CA ASP 29 

15 ATOM 128 CB ASP 29 

ATOM 129 CG ASP 29 

ATOM 130 0D1 ASP 29 

ATOM 131 0D2 ASP 29 

ATOM 132 C ASP 29 

20 ATOM 133 0 ASP 29 

ATOM 134 N LEU 30 

ATOM 135 CA LEU 30 

ATOM 136 CB LEU 30 

ATOM 137 CG LEU 30 

25 ATOM 138 CD 1 LEU 30 

ATOM 139 CD2 LEU 30 

ATOM 140 C LEU 30 

ATOM 141 0 LEU 30 

ATOM 142 N LYS 31 



- 20 - 

42. 906 -19. 067 63. 415 1. 00 54. 43 
37.878 -19.511 61.961 1.00 37.80 
37.915 -18.392 61.446 1.00 37.09 
37.557 -20.605 61.282 1.00 36.94 
37.261 -20. 535 59.862 1.00 36. 18 
37. 175 -21. 939 59. 267 1.00 37. 83 
37. 826 -22. 039 57. 902 1. 00 41. 72 
39. 154 -21. 287 57. 843 1.00 44. 57 
40.033 -21.531 58.706 1.00 46.91 
39.313 -20.446 56.933 1.00 44. 10 
35. 973 -19. 779 59. 588 1. 00 34. 66 
35.860 -19.089 58.575 1.00 33.91 
34. 994 -19. 926 60. 472 1.00 32. 44 
33.738 -19. 219 60. 301 1.00 32.41 
32.713 -19.625 61.370 1.00 34. 13 
32.302 -21.091 61.285 1.00 34.13 
32.012 -21.580 60. 173 1.00 34.03 
32.246 -21.749 62.347 1.00 35. 16 
34.054 -17.728 60.456 I. 00 31.21 
33. 542 -16. 895 59. 717 1. 00 29. 93 
34.912 -17.403 61.419 1.00 29.60 
35.274 -16.016 61.674 1.00 28.38 
36. 101 -15.901 62.964 1.00 23.67 
35.435 -16. 298 64. 289 1.00 23. 54 
36.314 -15.823 65.433 1.00 22.55 
34. 038 -15. 674 64. 418 1. 00 24. 55 
36. 032 -15. 390 60. 499 1. 00 29. 80 
35.775 -14.242 60. 139 1.00 29.56 
36.963 -16. 131 59.906 1.00 29. 13 
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ATOM 143 CA LYS 31 
ATOM 144 CB LYS 31 
ATOM 145 CG LYS 31 
ATOM 146 CD LYS 31 
5 ATOM 147 CE LYS 31 
ATOM 148 NZ LYS 31 
ATOM 149 C LYS 31 
ATOM 150 0 LYS 31 
ATOM 151 N LYS 32 
10 ATOM 152 CA LYS 32 
ATOM 153 CB LYS 32 
ATOM 154 CG LYS 32 
ATOM 155 CD LYS 32 
ATOM 156 CE LYS 32 
15 ATOM 157 NZ LYS 32 
ATOM 158 C LYS 32 
ATOM 159 0 LYS 32 
ATOM 160 N VAL 33 
ATOM 161 CA VAL 33 
20 ATOM 162 CB VAL 33 
ATOM 163 CGI VAL 33 
ATOM 164 CG2 VAL 33 
ATOM 165 C VAL 33 
ATOM 166 0 VAL 33 
25 ATOM 167 N MET 34 
ATOM 168 CA MET 34 
ATOM 169 CB MET 34 
ATOM 170 CG MET 34 
ATOM 171 SD MET 34 



- 21 - 

37.704 -15.609 58.770 1.00 30.46 
38.823 -16.574 58.365 1.00 32.24 
39. 970 -16. 653 59. 374 1. 00 36. 80 
41.091 -17.577 58.885 1.00 40.49 
42.291 -17.534 59.829 1.00 44.52 
43.443 -18.369 59.363 1.00 47. 22 
36.746 -15.391 57.599 1.00 31. 28 
36.918 -14.464 56. 816 1.00 32. 79 
35.730 -16.243 57.486 1.00 30.96 
34.758 -16. 116 56.406 1.00 32. 66 
33. 868 -17. 364 56. 324 1. 00 32. 27 
32.921 -17.362 55. 135 1.00 34. 72 

32. 203 -18. 701 54. 965 1. 00 39. 55 
31.272 -18.678 53. 745 1.00 42. 65 
30.699 -20.026 53.417 1.00 42.72 

33. 890 -14. 868 56. 609 1. 00 32. 63 
33. 607 -14. 140 55. 652 1. 00 32. 25 
33. 463 -14. 629 57. 847 1. 00 30. 17 
32.654 -13.451 58. 149 1.00 29.03 
32. 154 -13.460 59.626 1.00 30.49 
31.519 -12.123 59.985 1.00 31.03 
31. 130 -14.562 59.815 1.00 32.03 
33. 538 -12. 226 57. 908 1. 00 26. 62 
33.091 -11.237 57.338 1.00 22.25 
34.802 -12. 321 58.317 1.00 25.50 
35.750 -11.226 58. 142 1.00 27. 22 

37. 108 -11.583 58.748 1.00 24. 41 

38. 150 -10.512 58.537 1.00 26.32 
39.793 -11.040 59.074 1.00 32.95 
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ATOM 172 CE MET 34 
ATOM 173 C MET 34 
ATOM 174 0 MET 34 
ATOM 175 N ARG 35 
5 ATOM 176 CA ARG 35 
ATOM 177 CB ARG 35 
ATOM 178 CG ARG 35 
ATOM 179 CD ARG 35 
ATOM 180 NE ARG 35 
10 ATOM 181 CZ ARG 35 
ATOM 182 NH1 ARG 35 
ATOM 183 NH2 ARG 35 
ATOM 184 C ARG 35 
ATOM 185 0 ARG 35 
15 ATOM 186 N ARG 36 
ATOM 187 CA ARG 36 
ATOM 188 CB ARG 36 
ATOM 189 CG ARG 36 
ATOM 190 CD ARG 36 
20 ATOM 191 NE ARG 36 
ATOM 192 CZ ARG 36 
ATOM 193 NH1 ARG 36 
ATOM 194 NH2 ARG 36 
ATOM 195 C ARG 36 
25 ATOM 196 0 ARG 36 
ATOM 197 N MET 37 
ATOM 198 CA MET 37 
ATOM 199 CB MET 37 
ATOM 200 CG MET 37 



- 22 - 

40. 162 -12.313 57.821 1.00 30.64 
35.927 -10.879 56.665 1.00 29.30 

35. 850 -9.717 56. 286 1.00 29.01 

36. 164 -11.883 55.827 1.00 30.96 
36.340 -11.621 54.403 1.00 32.99 
36.664 -12.913 53.641 1.00 34.85 
37.948 -13.585 54.081 1.00 38.82 
38. 377 -14. 682 53. 126 1. 00 43. 22 
38.963 -15.791 53.869 1.00 47.35 
38. 260 -16. 801 54. 366 1. 00 47. 12 
36.946 -16.850 54. 186 1.00 48.27 
38. 868 -17.746 55.064 1.00 50. 91 
35.090 -10.997 53.797 1.00 33.31 
35. 178 -10.089 52.966 1.00 33.49 
33.926 -11.493 54.206 1.00 32.00 
32.673 -10.982 53.675 1.00 31.76 
31.511 -11.857 54. 158 1.00 29.95 
30. 191 -11.607 53.441 1.00 31. 90 
30.386 -11.434 51.929 1.00 33.67 
29. 114 -11.263 51.230 1.00 38.02 
28.229 -12.238 51.018 1.00 40.67 
28.477 -13.471 51.447 1.00 40.50 
27.087 -11.979 50.382 1.00 41.02 
32.459 -9.510 54.060 1.00 31.54 
31.959 -8.718 53.260 1.00 30. 75 

32. 856 -9. 147 55. 276 1. 00 30. 98 
32.720 -7.774 55.742 1.00 30.21 

33. 134 -7. 663 57. 208 1. 00 27. 60 
33. 102 -6.240 57.761 1.00 27.98 
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ATOM 201 


SD 


MET 37 




ATOM 202 


CE 


MET 37 




ATOM 203 


C 


MET 37 




ATOM' 204 


0 


MET 37 


5 


ATOM 205 


N 


GLN 38 




ATOM 206 


CA 


GLN 38 




ATOM 207 


CB 


GLN 38 




ATOM 208 


CG 


GLN 38 




ATOM 209 


CD 


GLN 38 


10 


ATOM 210 


0E1 


GLN 38 




ATOM 211 


NE2 GLN 38 




ATOM 212 


C 


GLN 38 




ATOM 213 


0 


GLN 38 




ATOM 214 


N 


LYS 39 


15 


ATOM 215 


CA 


LYS 39 




ATOM 216 


CB 


LYS 39 




ATOM 217 


CG 


LYS 39 




ATOM 218 


CD 


LYS 39 




ATOM 219 


CE 


LYS 39 


20 


ATOM 220 


NZ 


LYS 39 




ATOM 221 


C 


LYS 39 




ATOM 222 


0 


LYS 39 




ATOM 223 


N 


GLU 40 




ATOM 224 


CA 


GLU 40 


25 


ATOM 225 


CB 


GLU 40 




ATOM 226 


CG 


GLU 40 




ATOM 227 


CD 


GLU 40 




ATOM 228 


0E1 


GLU 40 




ATOM 229 


0E2 


GLU 40 



- 23 - 

31.418 -5.613 57.981 1.00 30. 18 
31. 115 -6. 153 59.683 1.00 28.30 
33.598 -6.852 54.892 1.00 30. 32 

33. 162 -5.782 54.479 1.00 31. 66 

34. 835 -7. 272 54. 642 1. 00 30. 60 
35.774 -6.500 53.829 1.00 31.68 
37. 126 -7.206 53.750 1.00 32. 18 
38.051 -6.918 54.898 1.00 36. 36 
39.318 -7.743 54.831 1.00 37. 65 
39.352 -8.890 55.275 1.00 41. 25 
40. 362 -7. 170 54. 258 1. 00 39. 99 

35. 241 -6.337 52.419 1.00 32. 20 
35.471 -5.318 51.769 1.00 32. 83 
34. 541 -7.360 51.947 1.00 31. 94 
33. 965 -7.343 50.611 1.00 33. 33 
33. 515 -8.754 50.220 1.00 34. 32 
33. 757 -9. 105 48. 756 1. 00 41. 05 
32. 994 -8. 183 47. 799 1. 00 43. 55 
33. 319 -8.502 46.336 1.00 47. 30 
32. 587 -7. 625 45. 363 1. 00 48. 42 
32. 774 -6. 378 50. 555 1. 00 32. 37 
32. 578 -5. 676 49. 564 1. 00 33. 02 
31.975 -6.342 51.613 1.00 31.82 
30.831 -5.442 51.632 1.00 33.50 
29. 845 -5. 831 52. 737 1. 00 34. 39 
29. 159 -7. 167 52. 507 1. 00 36. 32 
28.562 -7.293 51. 112 1.00 38.53 
27. 878 -6.350 50.660 1.00 39. 61 
28. 770 -8. 342 50. 469 1. 00 38. 22 
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ATOM 230 C GLU 40 
ATOM 231 0 GLU 40 
ATOM 232 N MET 41 
ATOM 233 CA MET 41 
5 ATOM 234 CB MET 41 
ATOM 235 CG MET 41 
ATOM 236 SD MET 41 
ATOM 237 CE MET 41 
ATOM 238 C MET 41 
10 ATOM 239 0 MET 41 
ATOM 240 N ASP 42 
ATOM 241 CA ASP 42 
ATOM 242 CB ASP 42 
ATOM 243 CG ASP 42 
15 ATOM 244 0D1 ASP 42 
ATOM 245 0D2 ASP 42 
ATOM 246 C ASP 42 
ATOM 247 0 ASP 42 
ATOM 248 N ARG 43 
20 ATOM 249 CA ARG 43 
ATOM 250 CB ARG 43 
ATOM 251 CG ARG 43 
ATOM 252 CD ARG 43 
ATOM 253 NE ARG 43 
25 ATOM 254 CZ ARG 43 
ATOM 255 NH1 ARG 43 
ATOM 256 NH2 ARG 43 
ATOM 257 C ARG 43 
ATOM 258 0 ARG 43 



- 24 - 

31.309 -4.009 51.833 1.00 33.20 
30.691 -3.072 51.345 1.00 33. 12 
32.409 -3.844 52.556 1. 00 33. 18 
32.957 -2.515 52.783 1.00 34.90 
34. 173 -2.585 53.706 1.00 32.91 

33. 838 -2. 927 55. 154 1. 00 34. 83 
35.327 -2.987 56. 170 1.00 34.41 
35.747 -1.216 56.267 1.00 36.69 
33.368 -1.941 51.430 1.00 36.56 
33.058 -0.792 51. 108 1.00 34.98 

34. 054 -2. 758 50. 639 1. 00 36. 46 
34.508 -2.346 49.317 1.00 38.91 
35.318 -3.470 48.674 1.00 42.09 

36. 130 -2.999 47.490 1.00 43.40 

37. 081 -2. 216 47. 705 1. 00 45. 67 
35.817 -3.411 46.350 1.00 42.51 
33. 311 -1. 990 48.433 1. 00 38. 61 
33. 366 -1. 036 47. 656 1. 00 39. 03 
32.232 -2.761 48.559 1.00 36.74 
31.012 -2.524 47.788 1.00 33.90 
30. 037 -3. 688 47. 967 1. 00 33. 80 
30. 324 -4. 890 47. 080 1. 00 34. 68 
29.654 -6.163 47.614 1.00 34.89 
28.232 -5.997 47.906 1.00 35. 11 
27. 296 -5. 729 46. 998 1. 00 37. 42 
27.620 -5.589 45.719 1.00 39.98 
26. 028 -5. 615 47. 366 1. 00 36. 46 
30.313 -1.229 48. 193 1.00 34.64 
29. 712 -0. 550 47. 357 1. 00 35. 89 
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ATOM 259 N GLY 44 

ATOM 260 CA GLY 44 

ATOM 261 C GLY 44 

ATOM 262 0 GLY 44 

5 ATOM 263 N LEU 45 

ATOM 264 CA LEU 45 

ATOM 265 CB LEU 45 

ATOM 266 CG LEU 45 

ATOM 267 CD1 LEU 45 

10 ATOM 268 CD2 LEU 45 

ATOM 269 C LEU 45 

ATOM 270 0 LEU 45 

ATOM 271 N ARG 46 

ATOM 272 CA ARG 46 

15 ATOM 273 CB ARG 46 

ATOM 274 CG ARG 46 

ATOM 275 CD ARG 46 

ATOM 276 NE ARG 46 

ATOM 277 CZ ARG 46 

20 ATOM 278 NH1 ARG 46 

ATOM 279 NH2 ARG 46 

ATOM 280 C ARG 46 

ATOM 281 0 ARG 46 

ATOM 282 N LEU 47 

25 ATOM 283 CA LEU 47 

ATOM 284 CB LEU 47 

ATOM 285 CG LEU 47 

ATOM 286 CD 1 LEU 47 

ATOM 287 CD2 LEU 47 



- 25 - 

30.382 -0.892 49.475 1.00 31.21 

29.744 0.318 49.940 1.00 31.87 

30. 463 1. 579 49. 490 1. 00 33. 29 
29.854 2.645 49.397 1.00 31.49 

31. 756 1.455 49. 200 1.00 31.44 

32. 563 2. 595 48. 778 1. 00 32. 24 
34.033 2.358 49. 129 1.00 27.43 
34. 415 2. 487 50. 601 1. 00 29. 59 
35.832 1.992 50.827 1.00 30.31 
34.281 3.941 51.022 1.00 30.45 
32. 455 2. 933 47. 294 1. 00 33. 00 
32. 537 4. 098 46. 924 1. 00 32. 78 
32.277 1.911 46.460 1.00 34. 18 
32. 179 2. 074 45. 009 1. 00 34. 76 
32.320 0.714 44.312 1.00 36.33 
33.519 -0. 119 44.756 1.00 39.02 

34. 794 0. 267 44. 035 1. 00 43. 71 

35. 913 -0. 593 44. 431 1. 00 48. 60 
37. 142 -0.527 43.915 1.00 49.59 

37. 429 0. 359 42. 969 1. 00 49. 57 

38. 091 -1. 344 44. 354 1. 00 50. 09 
30. 856 2. 710 44. 587 1. 00 34. 95 
29.785 2.361 45.091 1.00 32.49 
30. 935 3. 638 43. 644 1. 00 34. 90 

29. 741 4.311 43. 162 1.00 34.40 

30. 100 5.297 42.049 1.00 34.27 
28. 929 6. 085 41. 447 1. 00 33. 85 
28.445 7. 144 42.442 1.00 31.01 
29.381 6.741 40. 144 1.00 31.08 
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ATOM 288 C LEU 47 
ATOM 289 0 LEU 47 
ATOM 290 N GLU 48 
ATOM 291 CA GLU 48 
5 ATOM 292 CB GLU 48 
ATOM 293 CG GLU 48 
ATOM 294 CD GLU 48 
ATOM 295 0E1 GLU 48 
ATOM 296 0E2 GLU 48 
10 ATOM 297 C GLU 48 
ATOM 298 0 GLU 48 
ATOM 299 N THR 49 
ATOM 300 CA THR 49 
ATOM 301 CB THR 49 
15 ATOM 302 0G1 THR 49 
ATOM 303 CG2 THR 49 
ATOM 304 C THR 49 
ATOM 305 0 THR 49 
ATOM 306 N HIS 50 
20 ATOM 307 CA HIS 50 
ATOM 308 CB HIS 50 
ATOM 309 CG HIS 50 
ATOM 310 CD2 HIS 50 
ATOM 311 ND1 HIS 50 
25 ATOM 312 CE1 HIS 50 
ATOM 313 NE2 HIS 50 
ATOM 314 C HIS 50 
ATOM 315 0 HIS 50 
ATOM 316 N GLU 51 
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28. 727 3. 316 42. 625 1. 00 34. 52 
27.535 3.411 42.922 1.00 32.39 
29.202 2.353 41.841 1.00 34.67 
28.301 1.378 41.242 1.00 36.59 

29. 010 0. 589 40. 134 1. 00 38. 07 

30. 205 -0. 248 40. 562 1. 00 39. 26 
31.499 0.534 40.580 1.00 40.85 
32.571 -0. 106 40.497 3.00 44.46 
31.454 1.779 40.682 1.00 38.21 
27. 600 0. 406 42. 188 1. 00 37. 46 

26. 654 -0. 268 41. 778 1. 00 37. 82 
28.037 0.321 43.441 1.00 36. 85 

27. 371 -0. 591 44. 370 1. 00 36. 40 
28.212 -1.855 44.645 1.00 34.37 
29. 554 -1. 480 44. 969 1. 00 33. 33 

28. 215 -2. 770 43.437 1.00 32.44 
27. 032 0. 037 45. 703 1. 00 38. 54 

26. 536 -0. 647 46. 599 1. 00 40. 86 

27. 272 1. 335 45. 842 1. 00 38. 89 
26.994 1.990 47.115 1.00 41.74 
27.548 3.422 47. 130 1.00 44.04 
26.666 4.426 46.451 1.00 46.35 
25. 795 5. 331 46. 959 1. 00 48. 65 
26.607 4.565 45.081 1.00 47. 18 
25.738 5.512 44.772 1.00 48. 13 
25. 231 5. 993 45. 894 1. 00 49. 20 
25. 512 2.030 47.466 1.00 42.66 
25. 153 2.046 48.642 1.00 42.85 
24.657 2.034 46.447 1.00 43. 12 
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ATOM 317 


CA 


GLU 51 


ATOM 318 


CB 


GLU 51 


ATOM 319 


CG 


GLU 51 


ATOM 320 


CD 


GLU 51 


ATOM 321 


0E1 GLU 51 


ATOM 322 


0E2 GLU 51 


ATOM 323 


C 


GLU 51 


ATOM 324 


0 


GLU 51 


ATOM 325 


N 


GLU 52 


ATOM 326 


CA 


GLU 52 


ATOM 327 


CB 


GLU 52 


ATOM 328 


CG 


GLU 52 


ATOM 329 


CD 


GLU 52 


ATOM 330 


0E1 GLU 52 


ATOM 331 


0E2 


GLU 52 


ATOM 332 


C 


GLU 52 


ATOM 333 


0 


GLU 52 


ATOM 334 


N 


ALA 53 


ATOM 335 


CA 


ALA 53 


ATOM 336 


CB 


ALA 53 


ATOM 337 


C 


ALA 53 


ATOM 338 


0 


ALA 53 


ATOM 339 


N 


SER 54 


ATOM 340 


CA 


SER 54 


ATOM 341 


CB 


SER 54 


ATOM 342 


OG 


SER 54 


ATOM 343 


C 


SER 54 


ATOM 344 


0 


SER 54 


ATOM 345 


N 


VAL 55 
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23.213 2. 120 46.645 1.00 44.07 

22. 555 2. 574 45. 329 1. 00 44. 83 

21.051 2.824 45.399 1.00 46.43 

20.531 3.691 44.243 1.00 48.89 

20. 822 3. 385 43. 064 1. 00 46. 31 

19.821 4.683 44.522 1.00 50.83 

22.543 0.848 47.179 1.00 44.27 

21.630 0.925 48.000 1.00 45.14 

22.991 -0.317 46.723 1.00 44.47 

22.422 -1.585 47.178 1.00 44.81 

22. 199 -2. 521 45. 988 1. 00 47. 15 

23. 485 -2. 920 45. 264 1. 00 53. 66 
23.698 -2. 164 43.951 1.00 57. 63 
23. 646 -0. 909 43. 953 1. 00 55. 90 
23. 925 -2. 835 42. 917 1. 00 57. 72 
23. 313 -2. 297 48. 206 1. 00 42. 49 

23. 052 -3. 441 48. 575 1. 00 43. 45 

24. 362 -1. 626 48. 666 1. 00 39. 72 
25. 285 -2. 224 49. 628 1. 00 37. 01 
26. 589 -1. 438 49. 645 1. 00 35. 23 
24.700 -2.291 51.038 1.00 35.27 
24.125 -1.321 51.528 1.00 34.63 
24.845 -3.439 51.689 1.00 32.88 
24. 339 -3. 594 53. 052 1. 00 32. 06 

24. 397 -5. 062 53. 476 1. 00 30. 23 
25.694 -5.576 53.261 1.00 35.67 

25. 188 -2. 741 53. 990 1. 00 28. 49 
24. 682 -2. 147 54. 934 1. 00 29. 57 

26. 485 -2. 684 53. 724 1. 00 28. 44 
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ATOM 346 CA VAL 55 

ATOM 347 CB VAL 55 

ATOM 348 CGI VAL 55 

ATOM 349 CG2 VAL 55 

ATOM 350 C VAL 55 

ATOM 351 0 VAL 55 

ATOM 352 N LYS 56 

ATOM 353 CA LYS 56 

ATOM 354 CB LYS 56 

ATOM 355 CG LYS 56 

ATOM 356 CD LYS 56 

ATOM 357 CE LYS 56 

ATOM 358 NZ LYS 56 

ATOM 359 C LYS 56 

ATOM 360 0 LYS 56 

ATOM 361 N MET 57 

ATOM 362 CA MET 57 

ATOM 363 CB MET 57 

ATOM 364 CG MET 57 

ATOM 365 SD MET 57 

ATOM 366 CE MET 57 

ATOM 367 C MET 57 

ATOM 368 0 MET 57 

ATOM 369 N LEU 58 

ATOM 370 CA LEU 58 

ATOM 371 CB LEU 58 

ATOM 372 CG LEU 58 

ATOM 373 CD1 LEU 58 

ATOM 374 CD2 LEU 58 



- 28 - 

27.386 -1.876 54.535 

28.737 -2.594 54.726 

29.660 -1.766 55.599 

28.497 -3.957 55.365 

27.559 -0.551 53.788 

28.367 -0.430 52.868 

26.787 0.446 54.205 

26.788 1.750 53.550 
25.727 2.628 54.203 
24.312 2.124 53.933 
23.279 2.935 54.689 
23.417 2.767 56.196 
22.911 1.428 56.648 

28. 087 2. 535 53. 374 
28.222 3.256 52.388 
29.044 2.410 54.287 
30. 299 3. 149 54. 137 
31.098 2.577 52.964 
31.383 1.078 53.075 
32. 303 0. 659 54. 580 
33.991 1.127 54.113 
30.006 4.643 53.887 
30.460 5.237 52.903 

29. 250 5. 235 54. 803 
28.843 6.630 54.713 
27.684 6.884 55.677 
26.440 6.043 55.386 
25.401 6.250 56.473 
25.874 6.430 54.016 



1. 00 28. 63 
1. 00 27. 89 
1. 00 26. 89 
1. 00 27. 94 
1. 00 29. 80 
1. 00 28. 14 
1.00 31. 68 
1. 00 30. 06 
1. 00 29. 96 
1. 00 29. 47 
1. 00 31. 68 
1. 00 30. 78 
1. 00 36. 66 
1. 00 28. 33 
1. 00 30. 83 
1. 00 25. 97 
1. 00 23. 92 
1. 00 24. 05 
1. 00 27. 54 
1. 00 26. 48 
1. 00 21. 76 
1. 00 26. 44 
1. 00 24. 39 
1. 00 26. 42 
1. 00 26. 83 
1. 00 24. 27 
1. 00 30. 26 
1. 00 28. 51 
1. 00 31. 10 
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ATOM 375 C LEU 58 
ATOM 376 0 LEU 58 
ATOM 377 N PRO 59 
ATOM 378 CD PRO 59 
ATOM 379 CA PRO 59 
ATOM 380 CB PRO 59 
ATOM 381 CG PRO 59 
ATOM 382 C PRO 59 
ATOM 383 0 PRO 59 
ATOM 384 N THR 60 
ATOM 385 CA THR 60 
ATOM 386 CB THR 60 
ATOM 387 0G1 THR 60 
ATOM 388 CG2 THR 60 
ATOM 389 C THR 60 
ATOM 390 0 THR 60 
ATOM 391 N TYR 61 
ATOM 392 CA TYR 61 
ATOM 393 CB TYR 61 
ATOM 394 CG TYR 61 
ATOM 395 CD1 TYR 61 
ATOM 396 CE1 TYR 61 
ATOM 397 CD2 TYR 61 
ATOM 398 CE2 TYR 61 
ATOM 399 CZ TYR 61 
ATOM 400 OH TYR 61 
ATOM 401 C TYR 61 
ATOM 402 0 TYR 61 
ATOM 403 N VAL 62 
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29. 932 7. 665 54. 965 1. 00 25. 48 

30. 495 7. 742 56. 053 1. 00 25. 30 

30. 242 8. 476 53. 946 1. 00 24. 56 

29. 764 8. 341 52. 557 1. 00 24. 76 

31. 262 9. 528 54. 063 1. 00 26. 48 
31.217 10. 196 52.686 1.00 26.76 

30. 865 9. 036 51. 769 1. 00 26. 41 
30. 820 10.478 55. 190 1.00 26.49 

29. 656 10. 863 55. 239 1. 00 28. 20 

31. 728 10. 845 56. 092 1. 00 27. 28 
31.372 11.720 57.220 1.00 27.77 
31.994 11.217 58.544 1.00 24.87 
33.400 11.482 58.536 1.00 22. 66 
31.767 9.713 58.726 1.00 28.80 
31.800 13.196 57.085 1.00 30.72 
31.405 14.041 57.897 1.00 29. 67 
32.623 13.485 56.084 1.00 30. 13 

33. 144 14. 824 55. 844 1. 00 33. 87 

32. 005 15. 837 55. 684 1. 00 32. 96 
31.409 15.730 54.298 1.00 35.37 
32.084 16.251 53.192 1.00 36.43 
31.621 16.036 51.890 1.00 34.05 

30. 244 14. 995 54. 068 1. 00 34. 99 
29. 778 14. 772 52. 768 1. 00 33. 96 
30.475 15.294 51.689 1.00 33.72 
30.039 15.064 50.402 1.00 37.69 

34. 156 15. 264 56.890 1. 00 34. 78 
34. 712 16. 357 56. 806 1. 00 34. 09 
34. 407 14. 407 57. 875 1. 00 36. 47 
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ATOM 404 CA VAL 62 
ATOM 405 CB VAL 62 
ATOM 406 CGI VAL 62 
ATOM 407 CG2 VAL 62 
5 ATOM 408 C VAL 62 
ATOM 409 0 VAL 62 
ATOM 410 N ARG 63 
ATOM 411 CA ARG 63 
ATOM 412 CB ARG 63 
10 ATOM 413 CG ARG 63 
ATOM 414 CD ARG 63 
ATOM 415 NE ARG 63 
ATOM 416 CZ ARG 63 
ATOM 417 NH1 ARG 63 
15 ATOM 418 NH2 ARG 63 
ATOM 419 C ARG 63 
ATOM 420 0 ARG 63 
ATOM 421 N SER 64 
ATOM 422 CA SER 64 
20 ATOM 423 CB SER 64 
ATOM 424 OG SER 64 
ATOM 425 C SER 64 
ATOM 426 0 SER 64 
ATOM 427 N THR 65 
25 ATOM 428 CA THR 65 
ATOM 429 CB THR 65 
ATOM 430 0G1 THR 65 
ATOM 431 CG2 THR 65 
ATOM 432 C THR 65 



- 30 - 

35.426 14.713 58.869 1.00 37.40 
35.283 13.825 60. 116 1.00 37.42 
36.410 14. 107 61.089 1.00 32.97 
33. 937 14. 073 60. 774 1. 00 36. 34 
36. 695 14. 335 58. 104 1. 00 41. 04 
36. 944 13. 153 57. 865 1. 00 40. 85 
37.475 15.331 57.692 1.00 43.48 

38. 682 15. 070 56. 909 1. 00 48. 27 

38.843 16.126 55.814 1.00 47.25 

37.735 16.112 54.783 1.00 49.66 

37.648 17.447 54.061 1.00 50. 62 

36.482 17. 523 53. 185 1. 00 51. 28 

36.405 16.961 51.982 1.00 50.52 

37.430 16.274 51.492 1.00 48.44 

35.295 17.089 51.268 1.00 49.50 

39. 952 15. 006 57. 728 1. 00 50. 30 

39.998 15.478 58.860 1.00 49.69 

40.987 14.431 57.128 1.00 54.64 

42. 276 14. 280 57. 783 1. 00 60. 87 

43. 315 13.760 56.794 1.00 60. 13 
44.492 13.381 57.481 1.00 62.83 
42. 760 15. 583 58. 398 1. 00 65. 69 

42. 952 16. 584 57. 703 1. 00 65. 99 
42.961 15.530 59.714 1.00 71.92 

43. 402 16. 649 60. 545 1. 00 77. 78 
44. 529 16. 194 61.524 1.00 78.35 

44. 959 17. 309 62. 317 1. 00 79. 07 
45.714 15.611 60.757 1.00 79.19 
43.839 17.925 59.817 1.00 80.90 
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ATOM 433 0 THR 65 
ATOM 434 N PRO 66 
ATOM 435 CD PRO 66 
ATOM 436 CA PRO 66 
5 ATOM 437 CB PRO 66 
ATOM 438 CG PRO 66 
ATOM 439 C PRO 66 
ATOM 440 0 PRO 66 
ATOM 441 N GLU 67 
10 ATOM 442 CA GLU 67 
ATOM 443 CB GLU 67 
ATOM 444 CG GLU 67 
ATOM 445 CD GLU 67 
ATOM 446 0E1 GLU 67 
15 ATOM 447 0E2 GLU 67 
ATOM 448 C GLU 67 
ATOM 449 0 GLU 67 
ATOM 450 N GLY 68 
ATOM 451 CA GLY 68 
20 ATOM 452 C GLY 68 
ATOM 453 0 GLY 68 
ATOM 454 N SER 69 
ATOM 455 CA SER 69 
ATOM 456 CB SER 69 
25 ATOM 457 OG SER 69 
ATOM 458 C SER 69 
ATOM 459 0 SER 69 
ATOM 460 N GLU 70 
ATOM 461 CA GLU 70 
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45. 033 18. 188 59. 654 1. 00 80. 93 

42. 863 18. 732 59. 364 1. 00 83. 72 
41.410 18.469 59.372 1.00 84.56 

43. 162 19. 983 58. 661 1. 00 85. 58 
41. 871 20. 254 57. 897 1. 00 85. 53 
40. 827 19. 776 58. 864 1. 00 85. 36 
43.468 21.057 59.710 1.00 87.07 
42.581 21. 812 60. 119 1.00 87.87 
44. 726 21. 109 60. 144 1. 00 87. 71 

45. 162 22. 055 61. 169 1.00 87. 66 
46.683 22. 238 61. 110 1.00 88.42 
47. 283 22. 824 62. 384 1. 00 89. 15 

46. 871 22. 058 63. 636 1. 00 89. 71 
45.689 22. 150 64. 037 " 1. 00 89.95 
47.728 21.359 64.217 1.00 89.51 
44.463 23.413 61.095 1.00 86.97 
44. 203 23. 944 60. 013 1. 00 86. 95 

44. 160 23. 962 62. 266 1. 00 85. 72 
43. 475 25. 237 62. 344 1. 00 83. 56 
42.274 25.073 63.251 1.00 82.01 
41. 136 24. 970 62. 784 1. 00 82. 39 
42. 530 25. 038 64. 555 1. 00 79. 39 
41.469 24.869 65.537 1.00 77.31 
41.855 23.784 66.542 1.00 77.69 
40.877 23.677 67.561 1.00 78.20 
41. 118 26. 143 66.294 1.00 75.21 
41. 993 26. 857 66. 784 1. 00 74. 23 
39.822 26.413 66.386 1.00 73. 26 
39.328 27.581 67.096 1.00 71.89 
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ATOM 462 


CB 


GLU 70 




ATOM 463 


CG 


GLU 70 




ATOM 464 


CD 


GLU 70 




ATOM 465 


0E1 GLU 70 


5 


ATOM 466 


0E2 GLU 70 




ATOM 467 


C 


GLU 70 




ATOM 468 


0 


GLU 70 




ATOM 469 


N 


VAL 71 




ATOM 470 


CA 


VAL 71 


10 


ATOM 471 


CB 


VAL 71 




ATOM 472 


CGI 


VAL 71 




ATOM 473 


CG2 VAL 71 




ATOM 474 


C 


VAL 71 




ATOM 475 


0 


VAL 71 


15 


ATOM 476 


N 


GLY 72 




ATOM 477 


CA 


GLY 72 




ATOM 478 


C 


GLY 72 




ATOM 479 


0 


GLY 72 




ATOM 480 


N 


ASP 73 


20 


ATOM 481 


CA 


ASP 73 




ATOM 482 


CB 


ASP 73 




ATOM 483 


CG 


ASP 73 




ATOM 484 


0D1 


ASP 73 




ATOM 485 


0D2 


ASP 73 


25 


ATOM 486 


C 


ASP 73 




ATOM 487 


0 


ASP 73 




ATOM 488 


N 


PHE 74 




ATOM 489 


CA 


PHE 74 




ATOM 490 


CB 


PHE 74 
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38. 004 28. 042 66. 482 1. 00 73. 40 

37. 897 29. 544 66. 297 1. 00 77. 84 

38. 900 30. 073 65. 285 1. 00 80. 27 
38.763 29.757 64.082 1.00 81.41 
39.830 30.801 65.692 1.00 81.33 

39. 107 27. 144 68. 543 1. 00 69. 48 
38.409 26. 163 68.789 1.00 69.73 
39.701 27.853 69.499 1.00 65.92 
39. 536 27. 490 70. 904 1. 00 62. 64 
40.760 27.909 71.746 1.00 61.59 
41.993 27. 156 71. 275 .1. 00 61.91 
40.979 29.406 71. 642 1. 00 61.78 
38.278 28. 105 71.510 1.00 61.05 
37.608 28.919 70.877 1.00 61.02 
37. 952 27. 700 72. 734 1. 00 59. 60 
36. 769 28. 225 73. 390 1. 00 58. 10 

35. 841 27. 169 73. 967 1. 00 57. 74 

36. 178 25. 982 74. 006 1. 00 58. 27 
34. 664 27. 607 74. 410 1. 00 55. 55 
33. 663 26. 724 75. 003 1. 00 54. 21 
32.973 27.426 76. 181 1.00 57.20 
33. 846 27. 496 77. 424 1. 00 59. 78 
35.046 27.830 77.299 1.00 61.37 
33. 324 27. 225 78. 529 1. 00 60. 87 
32.599 26.310 73.994 1.00 52.36 
31.936 27. 161 73. 406 1.00 52.44 
32. 424 25. 005 73. 800 1. 00 49. 73 
31.412 24.519 72.866 1.00 46.98 
32. 019 23. 571 71.837 1.00 46.41 
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ATOM 491 CG PHE 74 
ATOM 492 CD1 PHE 74 
ATOM 493 CD2 PHE 74 
ATOM 494 CE1 PHE 74 
5 ATOM 495 CE2 PHE 74 
ATOM 496 CZ PHE 74 
ATOM 497 C PHE 74 
ATOM 498 0 PHE 74 
ATOM 499 N LEU 75 
10 ATOM 500 CA LEU 75 
ATOM 501 CB LEU 75 
ATOM 502 CG LEU 75 
ATOM 503 CD1 LEU 75 
ATOM 504 CD2 LEU 75 
15 ATOM 505 C LEU 75 
ATOM 506 0 LEU 75 
ATOM 507 N SER 76 
ATOM 508 CA SER 76 
ATOM 509 CB SER 76 
20 ATOM 510 OG SER 76 
ATOM 511 C SER 76 
ATOM 512 0 SER 76 
ATOM 513 N LEU 77 
ATOM 514 CA LEU 77 
25 ATOM 515 CB LEU 77 
ATOM 516 CG LEU 77 
ATOM 517 CD 1 LEU 77 
ATOM 518 CD2 LEU 77 
ATOM 519 C LEU 77 
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33. 117 24. 179 71.030 1. 00 47.09 
34.335 24. 492 71. 618 1. 00 47. 62 

32.930 24.452 69. 681 1. 00 47.01 

35.359 25.071 70.874 1.00 49.47 

33.943 25.031 68.924 1.00 48.12 

35. 161 25. 342 69. 520 1. 00 48.82 

30.316 23. 783 73. 601 1. 00 45.68 

30. 485 23. 382 74. 745 1. 00 46. 35 

29. 185 23. 615 72. 932 1. 00 45. 12 

28.064 22.895 73.501 1.00 44.80 

26. 769 23. 686 73. 333 1. 00 43. 29 
25. 535 23. 023 73. 959 1. 00 45. 05 
25.529 23. 278 75.466 1. 00 41.53 
24. 259 23. 571 73. 326 1. 00 43. 45 

27. 971 21. 598 72. 708 1. 00 46. 04 
28.087 21.611 71.479 1.00 46.97 
27. 770 20. 484 73. 405 1. 00 45. 48 
27. 664 19. 189 72. 744 1. 00 43. 73 
28. 837 18. 295 73. 143 1. 00 43. 52 
30.040 18.741 72.551 1.00 44.64 
26.361 18.469 73.051 1.00 41. 60 
26. 026 18. 242 74. 209 1. 00 40. 88 
25.617 18. 130 72.007 1.00 41.06 
24. 369 17. 397 72. 175 1. 00 43. 50 
23.281 17.918 71.225 1.00 43.84 
22.750 19.346 71.401 1.00 45.70 
21.587 19.577 70.442 1.00 45.96 
22. 284 19. 550 72. 835 1. 00 46. 75 
24.662 15.933 71.851 1.00 43.78 
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ATOM 520 0 LEU 77 25.529 15.635 71.026 1.00 43.07 

ATOM 521 N ASP 78 23.946 15.021 72.496 1.00 44.50 

ATOM 522 CA ASP 78 24.151 13.604 72.244 1.00 44.82 

ATOM 523 CB ASP 78 25.126 13.026 73.271 1.00 44.71 

5 ATOM 524 CG ASP 78 25.597 11.628 72.905 1.00 45.55 

ATOM 525 OD1 ASP 78 24.738 10.750 72.672 1.00 41.76 

ATOM 526 0D2 ASP 78 26.828 11.410 72.853 1.00 45.32 

ATOM 527 C ASP 78 22. 838 12. 829 72. 276 1. 00 44. 74 

ATOM 528 0 ASP 78 22. 245 12. 633 73. 333 1. 00 45. 25 

10 ATOM 529 N LEU 79 22.385 12.398 71.107 1.00 45.72 

ATOM 530 CA LEU 79 21.154 11.630 70.994 1.00 47.25 

ATOM 531 CB LEU 79 20.137 12.351 70.116 1.00 45.37 

ATOM 532 CG LEU 79 18.865 11.530 69.915 1.00 43.65 

ATOM 533 CD1 LEU 79 18.067 11.553 71.200 1.00 46.42 

15 ATOM 534 CD2 LEU 79 18.045 12.086 68.777 1.00 43.81 

ATOM 535 C LEU 79 21.491 10.295 70.354 1.00 49.50 

ATOM 536 0 LEU 79 22. 073 10. 249 69. 274 1. 00 49. 35 

ATOM 537 N GLY 80 21.123 9.207 71.016 1.00 52.24 

ATOM 538 CA GLY 80 21.421 7.902 70.466 1.00 56.31 

20 ATOM 539 C GLY 80 20.965 6.833 71.420 1.00 59.13 

ATOM 540 0 GLY 80 20. 278 5. 896 71. 027 1. 00 60. 86 

ATOM 541 N GLY 81 21.360 6.966 72.679 1.00 62.30 

ATOM 542 CA GLY 81 20. 940 6. 002 73. 674 1. 00 65. 60 

ATOM 543 C GLY 81 19.551 6.395 74.137 1.00 67.84 

25 ATOM 544 0 GLY 81 18.936 7.301 73.564 1.00 69.00 

ATOM 545 N THR 82 19.047- 5.722 75.165 1.00 69.33 

ATOM 546 CA THR 82 17. 726 6. 037 75. 695 1. 00 70. 36 

ATOM 547 CB THR 82 17.110 4.824 76.418 1.00 71.43 

ATOM 548 0G1 THR 82 18. 032 4. 332 77. 398 1. 00 71. 60 
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ATOM 549 CG2 THR 82 
ATOM 550 C THR 82 
ATOM 551 0 THR 82 
ATOM 552 N ASN 83 
5 ATOM 553 CA ASN 83 
ATOM 554 CB ASN 83 
ATOM 555 CG ASN 83 
ATOM 556 0D1 ASN 83 
ATOM 557 ND2 ASN 83 
10 ATOM 558 C ASN 83 
ATOM 559 0 ASN 83 
ATOM 560 N PHE 84 
ATOM 561 CA PHE 84 
ATOM 562 CB PHE 84 

15 ATOM 563 CG PHE 84 
ATOM 564 CD1 PHE 84 
ATOM 565 CD2 PHE 84 
ATOM 566 CE1 PHE 84 
ATOM 567 CE2 PHE 84 

20 ATOM 568 CZ PHE 84 
ATOM 569 C PHE 84 
ATOM 570 0 PHE 84 
ATOM 571 N ARG 85 
ATOM 572 CA ARG 85 

25 ATOM 573 CB ARG 85 
ATOM 574 CG ARG 85 
ATOM 575 CD ARG 85 
ATOM 576 NE ARG 85 
ATOM 577 CZ ARG 85 
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16.784 3. 716 75.420 1.00 71.87 

17.846 7. 196 76. 679 1.00 70. 10 

16.933 7.458 77.464 1.00 71. 18 

18. 981 7. 887 76. 625 1. 00 69. 08 

19. 232 9.017 77. 508 1.00 68. 14 

20. 161 8. 584 78. 646 1. 00 69. 98 

19. 862 9. 300 79. 948 1. 00 70. 80 

20. 627 9. 213 80.909 1.00 71.46 

18. 739 10. 004 79. 990 1. 00 72. 56 

19. 866 10. 177 76. 738 1. 00 66. 16 
21.050 10. 136 76.407 1.00 66.52 
19.073 11.203 76.447 1.00 63.41 
19.567 12.375 75.728 1.00 60.93 
18. 398 13. 227 75. 241 1. 00 61. 87 
18. 817 14.477 74. 528 1.00 63. 55 
18. 419 15. 724 74. 993 1. 00 63. 38 
19.599 14.409 73.381 1.00 64.28 

18. 793 16. 888 74. 325 I. 00 64. 07 

19. 979 15.568 72. 705 1.00 65.31 

19. 574 16.810 73. 179 1.00 64.75 

20. 442 13. 206 76. 658 1. 00 59. 07 
20.011 13.582 77.744 1.00 59. 19 
21.665 13.500 76.232 1.00 57.25 
22. 583 14. 272 77. 064 1. 00 56. 05 
23. 857 13. 467 77. 344 1. 00 56. 68 
23. 605 12.044 77. 828 1.00 58.78 
24.896 11.367 78. 267 1.00 59.39 
25. 908 11.348 77. 213 1.00 59.87 
27.068 11.994 77. 282 1.00 60.09 
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ATOM 578 NH1 ARG 85 
ATOM 579 NH2 ARG 85 
ATOM 580 C ARG 85 
ATOM 581 0 ARG 85 
5 ATOM 582 N VAL 86 
ATOM 583 CA VAL 86 
ATOM 584 CB VAL 86 
ATOM 585 CGI VAL 86 
ATOM 586 CG2 VAL 86 
10 ATOM 587 C VAL 86 
ATOM 588 0 VAL 86 
ATOM 589 N MET 87 
ATOM 590 CA MET 87 
ATOM 591 CB MET 87 
15 ATOM 592 CG MET 87 
ATOM 593 SD MET 87 
ATOM 594 CE MET 87 
ATOM 595 C MET 87 
ATOM 596 0 MET 87 
20 ATOM 597 N LEU 88 
ATOM 598 CA LEU 88 
ATOM 599 CB LEU 88 
ATOM 600 CG LEU 88 
ATOM 601 CD1 LEU 88 
25 ATOM 602 CD 2 LEU 88 
ATOM 603 C LEU 88 
ATOM 604 0 LEU 88 
ATOM 605 N VAL 89 
ATOM 606 CA VAL 89 
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27.366 12.713 78.357 1.00 59.50 
27.931 11.920 76.277 1.00 60.92 
22.966 15. 602 76.433 1.00 55.07 
23. 038 15. 725 75. 209 1. 00 54. 93 
23.211 16.593 77.288 1.00 53. 13 
23.598 17.935 76.861 1.00 51.01 
22.425 18. 939 77.003 1.00 51. 19 
22.851 20.313 76.509 1.00 51.39 
21.216 18.446 76.225 1.00 50.96 
24.734 18.381 77.767 1.00 49.34 
24.613 18.316 78.989 1.00 48.07 
25. 834 18. 835 77. 178 1. 00 49. 52 
26.970 19. 260 77.981 1.00 50. 78 
27. 864 18. 054 78. 284 1. 00 52. 70 
28.572 17.461 77.072 1.00 54.49 
29. 005 15. 694 77. 269 1. 00 53. 62 
27.839 14.951 76.090 1.00 51. 63 
27. 800 20. 363 77. 348 1. 00 50. 56 
27.715 20.616 76. 149 1.00 50. 18 
28.605 21.015 78.178 1.00 50.90 
29. 477 22. 093 77. 739 1. 00 52. 10 
29.278 23.325 78.631 1.00 53.23 
30.087 24. 580 78.288 1.00 54.71 
29.618 25. 140 76.951 1.00 54.33 
29. 920 25. 623 79. 390 1. 00 54. 33 
30.914 21.600 77.847 1.00 52.33 
31.311 21.048 78.877 1.00 53. 12 
31.693 21.795 76.789 1.00 52. 10 
33.078 21.342 76.788 1.00 52.46 
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ATOM. 607 CB VAL 89 
ATOM 608 CGI VAL 89 
ATOM 609 CG2 VAL 89 
ATOM 610 C VAL 89 
5 ATOM 611 0 VAL 89 
ATOM 612 N LYS 90 
ATOM 613 CA LYS 90 
ATOM 614 CB LYS 90 
ATOM 615 CG LYS 90 
10 ATOM 616 CD LYS 90 
ATOM 617 CE LYS 90 
ATOM 618 NZ LYS 90 
ATOM 619 C LYS 90 
ATOM 620 0 LYS 90 
15 ATOM 621 N VAL 91 
ATOM 622 CA VAL 91 
ATOM 623 CB VAL 91 
ATOM 624 CGI VAL 91 
ATOM 625 CG2 VAL 91 
20 ATOM 626 C VAL 91 
ATOM 627 0 VAL 91 
ATOM 628 N GLY 92 
ATOM 629 CA GLY 92 
ATOM 630 C GLY 92 
25 ATOM 631 0 GLY 92 
ATOM 632 N GLU 93 
ATOM 633 CA GLU 93 
ATOM 634 CB GLU 93 
ATOM 635 CG GLU 93 
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33. 241 20. 072 75. 882 1. 00 50. 52 
32.289 20.147 74.710 1.00 52.35 
34. 674 19. 939 75. 388 1. 00 46. 86 
34. 049 22. 433 76. 357 1. 00 53. 35 
33. 858 23. 081 75. 336 1. 00 54. 69 
35.096 22.625 77. 151 1.00 55.22 

36. 100 23. 640 76. 868 1. 00 56. 94 
36.656 24. 205 78. 181 1. 00 57. 66 

37. 642 25. 360 78. 005 1. 00 58. 70 

38. 140 25. 909 79. 345 1. 00 59. 35 
36. 995 26. 399 80. 226 1. 00 60. 64 

36. 185 27.462 79.568 1.00 61.04 
37.237 23.078 76.019 1.00 57.63 
37.921 22. 136 76.417 1. 00 57. 69 

37. 428 23. 670 74. 846 1. 00 58. 29 
38.473 23. 254 73.919 1. 00 57. 11 
37.920 23. 136 72.480 1.00 56.48 
39.010 22. 661 71. 533 1. 00 55. 29 
36.741 22. 183 72.459 1.00 55.52 

39. 598 24.279 73.926 1.00 57.81 
39. 365 25. 466 73. 710 1. 00 59. 53 
40.817 23. 819 74. 172 1. 00 58. 12 
41. 947 24. 723 74. 200 1. 00 59. 69 
43.047 24.245 73.286 1.00 61.78 
42.821 23.381 72.448 1.00 61.06 
44. 240 24. 803 73.449 1. 00 65. 18 
45.373 24.426 72.619 1.00 69.00 
45.897 25.646 71.866 1.00 71.56 
47. 082 25. 344 70. 965 1. 00 75. 20 
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ATOM 636 


CD 


GLU 93 




ATOM 637 


0E1 GLU 93 




ATOM 638 


0E2 GLU 93 




ATOM 639 


C 


GLU 93 


5 


ATOM 640 


0 


GLU 93 




ATOM 641 


N 


GLY 94 




ATOM 642 


CA 


GLY 94 




ATOM 643 


C 


GLY 94 




ATOM 644 


0 


GLY 94 


10 


ATOM 645 


N 


GLU 95 




ATOM 646 


CA 


GLU 95 




ATOM 647 


CB 


GLU 95 




ATOM 648 


CG 


GLU 95 




ATOM 649 


CD 


GLU 95 


15 


ATOM 650 


0E1 


GLU 95 




ATOM 651 


0E2 


GLU 95 




ATOM 652 


C 


GLU 95 




ATOM 653 


0 


GLU 95 




ATOM 654 


N 


GLU 96 


20 


ATOM 655 


CA 


GLU 96 




ATOM 656 


CB 


GLU 96 




ATOM 657 


CG 


GLU 96 




ATOM 658 


CD 


GLU 96 




ATOM 659 


0E1 


GLU 96 


25 


ATOM 660 


0E2 


GLU 96 




ATOM 661 


C 


GLU 96 




ATOM 662 


0 


GLU 96 




ATOM 663 


N 


GLY 97 




ATOM 664 


CA 


GLY 97 
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47. 659 26. 591 70. 325 1. 00 78. 28 

46. 893 27. 326 69. 659 1. 00 80. 05 
48.877 26. 834 70.485 1. 00 79. 21 
46.505 23.822 73.437 1.00 71.00 

47. 118 24. 500 74. 263 1. 00 70. 74 
46.784 22.544 73. 195 1.00 72.97 
47.849 21.869 73.916 1.00 74.44 
49.078 21.673 73.052 1.00 75.82 
49.485 22.577 72.315 1.00 76.47 

49. 682 20. 496 73. 145 1. 00 75. 73 
50.859 20. 195 72.349 1.00 76.61 

52. 023 19. 792 73. 249 1. 00 76. 93 
52.439 20.891 74.203 1.00 78.31 
53. 614 20.497 75.065 1.00 78.40 
54.715 20.274 74.514 1.00 78.51 

53. 432 20. 408 76. 295 1. 00 78. 60 
50.516 19.071 71.392 1.00 76.91 
49.833 18. 116' 71.764 1.00 76.81 
50.987 19.203 70.155 1.00 77.78 

50. 733 18. 220 69. 105 1. 00 78. 07 
51.408 16.881 69.440 1.00 81.32 
52.943 16.930 69.454 1.00 85. 11 
53. 541 17. 309 68. 101 1. 00 87. 05 
53. 346 16. 551 67. 124 1. 00 88. 73 
54.207 18.365 68.014 1.00 87. 56 
49.230 18.025 68.919 1.00 75.88 
48. 784 17. 039 68. 327 1. 00 75. 92 
48. 456 18. 980 69. 427 1. 00 72. 88 
47.013 18.910 69.309 1.00 69.37 
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10 



15 



20 



25 



ATOM 665 
ATOM 666 
ATOM 667 
ATOM 668 
ATOM 669 
ATOM 670 
ATOM 671 
ATOM 672 
ATOM 673 
ATOM 674 
ATOM 675 
ATOM 676 
ATOM 677 
ATOM 678 
ATOM 679 
ATOM 680 
ATOM 681 
ATOM 682 
ATOM 683 
ATOM 684 
ATOM 685 
ATOM 686 
ATOM 687 
ATOM 688 
ATOM 689 
ATOM 690 
ATOM 691 
ATOM 692 
ATOM 693 



C GLY 
0 GLY 
N GLN 
CA GLN 
CB GLN 
CG GLN 
CD GLN 
0E1 GLN 
NE2 GLN 
C GLN 
0 GLN 
N TRP 
CA TRP 
CB TRP 
CG TRP 
CD2 TRP 
CE2 TRP 
CE3 TRP 
CD1 TRP 
NE1 TRP 
CZ2 TRP 
CZ3 TRP 
CH2 TRP 
C TRP 
0 TRP 
N SER 
CA SER 
CB SER 
OG SER 



97 46. 
97 46. 



98 44. 

98 44. 

98 42. 

98 43. 

98 43. 

98 44. 

98 42. 

98 43. 

98 43. 

99 43. 
99 42. 
99 43 
99 43. 
99 42. 
99 43. 



99 
99 



41. 
44. 



99 44, 
99 42. 
99 40. 
99 41. 
99 41. 
99 40. 
100 
100 
100 
100 



296 19 
921 20. 
978 19. 
166 20. 
872 21. 
026 21. 
191 21. 
299 20. 
079 20. 
781 19. 
880 18. 
356 20. 
893 19. 
639 19. 
770 21. 
763 22. 
345 23. 
422 21. 
892 22. 
647 23. 
635 24. 
712 23. 
322 24 
408 19 
899 20. 
40. 704 
39. 277 
38. 506 
39. 055 



39 - 

710 70.380 1 
230 71.305 1 
811 70.250 1 
543 71.211 1. 
045 70. 562 1. 
908 69.315 1. 
095 68.046 1. 
684 67.696 1. 
847 67.353 1. 
630 72.369 1. 
403 72.269 1. 
233 73.473 1. 
459 74.611 1. 
822 75.904 1. 
291 76.211 1. 
151 76.756 1. 
426 76.922 1. 
969 77. 121 1. 
062 76.068 1. 
342 76.495 1. 
516 77.440 1. 
053 77.637 1. 
309 77.790 1. 
756 74.737 1. 
664 74.089 1. 
18.981 75.545 
19.186 75.715 
18.475 74.597 
17.196 74.315 



00 67. 02 
00 67. 10 
00 64. 76 
00 62. 45 
00 62. 69 
00 64. 93 
00 65. 89 
00 65. 96 
00 65. 22 
00 61. 23 
00 62. 18 
00 57. 45 
00 54. 44 
00 55. 51 
00 56. 94 
00 56. 03 
00 57. 25 
00 56. 67 
00 56. 29 
00 56. 55 
00 56. 53 
00 56. 67 
00 56. 70 
00 52. 04 
00 50. 70 
1. 00 49. 57 
1. 00 48. 29 
1. 00 49. 26 
1. 00 47. 27 
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ATOM 694 C SER 
ATOM 695 0 SER 
ATOM 696 N VAL 
ATOM 697 CA VAL 
ATOM 698 CB VAL 
ATOM 699 CGI VAL 
ATOM 700 CG2 VAL 
ATOM 701 C VAL 
ATOM 702 0 VAL 
ATOM 703 N LYS 
ATOM 704 CA LYS 
ATOM 705 CB LYS 
ATOM 706 CG LYS 
ATOM 707 CD LYS 
ATOM 708 CE LYS 
ATOM 709 NZ LYS 
ATOM 710 C LYS 
ATOM 711 0 LYS 
ATOM 712 N THR 
ATOM 713 CA THR 
ATOM 714 CB THR 
ATOM 715 0G1 THR 
ATOM 716 CG2 THR 
ATOM 717 C THR 
ATOM 718 0 THR 
ATOM 719 N LYS 
ATOM 720 CA LYS 
ATOM 721 CB LYS 
ATOM 722 CG LYS 
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100 


38. 860 


18. 655 


100 
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21. 162 
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28.310 


22. 436 
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77.067 1.00 47.91 

77. 662 1. 00 48. 73 

77. 558 1. 00 47. 53 

78. 852 1. 00 47. 86 

79. 995 1. 00 47. 92 
79. 923 1. 00 49. 02 
81.342 1.00 47.98 
79.101 1.00 48.77 

78. 798 1. 00 49. 05 

79. 649 1. 00 49. 04 

79. 969 1. 00 50. 31 

80. 220 1. 00 51. 15 
80. 452 1. 00 52. 57 
81.425 1.00 56. 56 

80. 908 1. 00 57. 06 

81. 787 1. 00 58. 08 

81. 243 1. 00 51. 12 

82. 234 1. 00 52. 47 

81. 217 1. 00 51.40 

82. 373 1. 00 50. 47 

81. 965 1. 00 50. 28 
81.032 1. 00 51. 29 
81.324 1.00 47.52 

83. 048 1. 00 50. 90 
84.268 1.00 50.91 
82.247 1. 00 52.41 

82. 770 1. 00 54. 04 
82.714 1.00.57.21 
83.739 1. 00 59. 16 
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ATOM 723 CD LYS 
ATOM 724 CE LYS 
ATOM 725 NZ LYS 
ATOM 726 C LYS 
5 ATOM 727 0 LYS 
ATOM 728 N HIS 
ATOM 729 CA HIS 
ATOM 730 CB HIS 
ATOM 731 CG HIS 
10 ATOM 732 CD2 HIS 
ATOM 733 NDI HIS 
ATOM 734 CE1 HIS 
ATOM 735 NE2 HIS 
ATOM 736 C HIS 
15 ATOM 737 0 HIS 
ATOM 738 N GLN 
ATOM 739 CA GLN 
ATOM 740 CB GLN 
ATOM 741 CG GLN 
20 ATOM 742 CD GLN 
ATOM 743 0E1 GLN 
ATOM 744 NE2 GLN 
ATOM 745 C GLN 
ATOM 746 0 GLN 
25 ATOM 747 N MET 
ATOM 748 CA MET 
ATOM 749 CB MET 
ATOM 750 CG MET 
ATOM 751 SD MET 
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83. 576 1. 00 62. 54 

84. 766 1. 00 62. 99 
86. 037 1. 00 64. 17 
81. 948 1. 00 53. 79 

80. 740 1. 00 53. 53 
82. 600 1. 00 53. 65 

81. 903 1. 00 55. 05 

81. 837 1. 00 55. 94 
83. 176 1. 00 55. 84 
83. 924 1. 00 55. 19 

83. 897 1. 00 55. 83 

85. 030 1. 00 56. 35 
85. 071 1. 00 55. 64 

82. 534 1. 00 56. 32 

83. 640 1. 00 56. 55 
81.817 1.00 58.21 
82. 289 1. 00 60. 74 
82.224 1.00 61.97 
82. 945 1. 00 64. 86 

84. 447 1. 00 67. 03 

84. 969 1. 00 68. 82 

85. 155 1.00 67.41 
81.396 1. 00 61. 62 
80. 186 1. 00 62. 03 
81.990 1.00 63.03 
81.232 1. 00 64. 74 
81.769 1. 00 66. 23 
81.786 1. 00 68. 74 
82. 388 1. 00 70. 84 
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ATOM 752 CE MET 107 23.427 9.926 80.853 1.00 71.13 

ATOM 753 C MET 107 19.385 14.175 81.313 1.00 65.81 

ATOM 754 0 MET 107 18. 837 14. 489 82. 369 1. 00 65. 52 

ATOM 755 N TYR 108 18.712 13.915 80.196 1.00 66.87 

5 ATOM 756 CA TYR 108 17.258 13.984 80.143 1.00 68.20 

ATOM 757 CB TYR 108 16.800 15.167 79.286 1.00 67.20 

ATOM 758 CG TYR 108 17.436 16.484 79.660 1.00 66. 35 

ATOM 759 CD 1 TYR 108 18.781 16.731 79.386 1.00 65.95 

ATOM 760 CE1 TYR 108 19.380 17.929 79.746 1.00 65.76 

10 ATOM 761 CD2 TYR 108 16.702 17.477 80.307 1.00 66.24 

ATOM 762 CE2 TYR 108 17.292 18.683 80.674 1.00 65.93 

ATOM 763 CZ TYR 108 18. 633 18. 902 80. 391 1. 00 66. 14 

ATOM 764 OH TYR 108 19. 235 20. 083 80. 763 1. 00 64. 27 

ATOM 765 C TYR 108 16.706 12.700 79.549 1.00 70.20 

15 ATOM 766 0 TYR 108 16.995 12.363 78.404 1.00 70.55 

ATOM 767 N SER 109 15.912 1 1.982 80.331 1.00 73.54 

ATOM 768 CA SER 109 15.322 10.739 79.863 1.00 76.84 

ATOM 769 CB SER 109 14. 524 10. 082 80. 992 1. 00 77. 63 

ATOM 770 OG SER 109 15. 353 9. 837 82. 120 1. 00 78. 13 

20 ATOM 771 C SER 109 14.419 11.020 78.664 1.00 78.98 

ATOM 772 0 SER 109 13.936 12.138 78.486 1.00 78.51 

ATOM 773 N ILE 110 14.198 10.002 77.841 1.00 82.34 

ATOM 774 CA ILE 110 13.369 10.143 76.651 1.00 86.07 

ATOM 775 CB ILE 110 13.892 9.249 75.511 1.00 86.28 

25 ATOM 776 CG2 ILE 110 13.092 9.505 74.242 1.00 86.56 

ATOM 777 CGI ILE 110 15.379 9.529 75.275 1.00 86.19 

ATOM 778 CD 1 ILE 110 16.025 8.612 74.258 1.00 86.76 

ATOM 779 C ILE 110 11.916 9.772 76.927 1.00 88.58 

ATOM 780 0 ILE 110 11.596 8.606 77.152 1.00 88.69 
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ATOM 781 N PRO 
ATOM 782 CD PRO 
ATOM 783 CA PRO 
ATOM 784 CB PRO 
5 ATOM 785 CG PRO 
ATOM 786 C PRO 
ATOM 787 0 PRO 
ATOM 788 N GLU 
ATOM 789 CA GLU 
10 ATOM 790 CB GLU 
ATOM 791 CG GLU 
ATOM 792 CD GLU 
ATOM 793 0E1 GLU 
ATOM 794 0E2 GLU 
15 ATOM 795 C GLU 
ATOM 796 0 GLU 
ATOM 797 N ASP 
ATOM 798 CA ASP 
ATOM 799 CB ASP 
20 ATOM 800 CG ASP 
ATOM 801 0D1 ASP 
ATOM 802 0D2 ASP 
ATOM 803 C ASP 
ATOM 804 0 ASP 
25 ATOM 805 N ALA 
ATOM 806 CA ALA 
ATOM 807 CB ALA 
ATOM 808 C ALA 
ATOM 809 0 ALA 
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76. 910 1.00 91. 13 
76.811 1.00 91.83 

77. 157 1. 00 93. 32 
77. 062 1.00 93. 16 
77. 536 1. 00 92. 31 
76. 159 1.00 95.40 

75. 082 1. 00 95. 80 

76. 529 1. 00 97. 55 
75. 679 1. 00 99. 50 
76.458 1.00100.31 
75.589 1.00101.76 
74.587 1.00102.84 
75.014 1.00103.66 
73.372 1.00103.00 
74.418 1.00100.37 
73. 304 1. 00100. 17 
74.606 1.00101.44 
73.499 1.00102.05 
74.038 1.00102.23 

75. 177 1. 00102. 33 

76. 249 1. 00102. 01 
74.999 1.00101.99 
72.638 1.00102.09 
71.553 1.00101.96 
73.126 1.00102.12 
72. 401 1. 00102. 09 
73.377 1.00101.76 
71.358 1.00102.06 
70.455 1.00101.89 
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8.640 9.630 71.491 1.00102.04 

9.081 8.592 70.569 1.00102.05 

9.466 7.331 71.346 1.00102.77 

10.637 7.509 72.307 1.00103.47 

12.2.56 7.549 71.502 1.00104.26 

12.740 5.824 71.638 1.00103.48 

8.004 8.253 69.538 1.00101.77 

8.268 8.275 68.337 1.00102.14 

6.796 7.942 70.006 1.00101.14 

5.690 7.590 69.110 1.00100.36 

4.517 6.927 69.880 1.00100.42 

5.004 5.805 70.625 1.00100.29 

3.441 6.441 68.911 1.00100.05 

5. 150 8.816 68.379 1.00 99.62 

4.423 8.694 67.391 1.00 99.72 

5.510 9.996 68.870 1.00 98.62 

5. 048 11. 224 68. 252 1.00 97.42 

5.619 11.447 66.866 1.00 96.48 

5. 746 10. 511 66. 074 1. 00 96. 38 

5. 962 12. 696 66. 570 1. 00 95. 25 

6. 521 13.050 65.273 1.00 93.78 
5. 679 14. 133 64. 578 1. 00 93. 57 
5. 735 15. 343 65. 342 1. 00 93. 50 
4. 234 13. 685 64. 457 1. 00 93. 65 

7. 936 13. 583 65. 440 1. 00 92. 67 

8. 335 13. 976 66. 537 1. 00 92. 39 
8.687 13.593 64.343 1.00 91.30 

10. 058 14. 084 64. 356 1. 00 90. 00 

10. 643 14. 031 62. 956 1. 00 89. 81 
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10.066 15.513 64.867 1.00 89.21 
11.045 15.972 65.455 1.00 88.98 
8.959 16.210 64.636 1.00 88.61 
8.819 17.593 65.063 1.00 87.61 
7.505 18. 177 64.536 1.00 87.74 
7.138 17.763 63.112 1.00 86.31 
8. 269 17. 956 62. 120 1. 00 85. 84 
8.884 19. 042 62. 113 1. 00 84.76 
8.535 17.020 61.336 1.00 85.71 
8.837 17. 658 66. 588 1. 00 86. 71 
9.610 18.412 67. 179 1. 00 86. 71 
7.980 16. 859 67. 216 1. 00 85. 74 
7.895 16.817 68.671 1.00 84.85 
6.798 15.842 69. Ill 1.00 84.04 
5.390 16.273 68.740 1.00 81.88 
4. 152 15. 078 69. 268 1. 00 80. 83 
3. 772 14. 283 67. 730 1. 00 78. 55 
9. 226 16. 397 69. 286 1. 00 84. 73 
9.687 17.003 70.255 1.00 84.87 
9.839 15.360 68.717 1.00 84.21 
11.115 14.851 69.211 1.00 83.20 
11.71 1 13.847 68.221 1.00 83.29 
12.966 13.109 68.697 1.00 83.07 
12.612 12.232 69.885 1.00 82.78 
13.533 12.261 67.572 1.00 82.52. 
12.110 15.980 69.448 1.00 82.61 
12.546 16.204 70.575 1.00 82.47 
12.467 16.694 68.385 1.00 82. 28 
13.414 17.794 68.512 1.00 82.09 
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ATOM 868 CB PHE 
ATOM 869 CG PHE 
ATOM 870 CD1 PHE 
ATOM 871 CD2 PHE 
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ATOM 873 CE2 PHE 
ATOM 874 CZ PHE 
ATOM 875 C PHE 
ATOM 876 0 PHE 
10 ATOM 877 N ASP 
ATOM 878 CA ASP 
ATOM 879 CB ASP 
ATOM 880 CG ASP 
ATOM 881 0D1 ASP 
15 ATOM 882 0D2 ASP 
ATOM 883 C ASP 
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ATOM 886 CA TYR 
20 ATOM 887 CB TYR 
ATOM 888 CG TYR 
ATOM 889 CD1 TYR 
ATOM 890 CE1 TYR 
ATOM 891 CD2 TYR 
25 ATOM 892 CE2 TYR 
ATOM 893 CZ TYR 
ATOM 894 OH TYR 
ATOM 895 C TYR 
ATOM 896 0 TYR 
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67. 136 1. 00 82. 08 

66.547 1.00 81.61 

66.060 1.00 81.34 

66.523 1.00 81.33 

65. 559 1. 00 80. 67 

66.026 1.00 81.58 

65. 543 1. 00 81. 33 

69. 288 1. 00 81. 98 

69. 747 1. 00 81. 74 

69. 429 1. 00 82. 09 
70.195 1.00 82.29 

70. 073 1. 00 81. 96 
69. 157 1. 00 81. 56 
68.901 1. 00 81. 25 
68.701 1.00 80.94 
71.641 1. 00 82. 22 
72. 287 1. 00 81. 61 

72. 133 1. 00 82. 59 

73. 494 1. 00 83. 66 
73. 767 1. 00 85. 84 
75. 100 1. 00 88. 74 

75. 209 1. 00 89. 83 
76.437 1. 00 91. 28 

76. 257 1. 00 90. 41 
77.493 1.00 91.86 

77. 574 1. 00 92. 09 
78. 789 1. 00 93. 08 

73. 704 1. 00 82. 86 

74. 792 1. 00 82. 74 
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ATOM 897 
ATOM 898 
ATOM 899 
ATOM 900 
5 ATOM 901 
ATOM 902 
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ATOM 910 
15 ATOM 911 
ATOM 912 
ATOM 913 
ATOM 914 
ATOM 915 
20 ATOM 916 
ATOM 917 
ATOM 918 
ATOM 919 
ATOM 920 
25 ATOM 921 
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ATOM 923 
ATOM 924 
ATOM 925 



N ILE 126 

CA ILE 126 

CB ILE 126 

CG2 ILE 126 

CGI ILE 126 

CD1 ILE 126 

C ILE 126 

0 ILE 126 

N SER 127 

CA SER 127 

CB SER 127 

OG SER 127 

C SER 127 

0 SER 127 

N GLU 128 

CA GLU 128 

CB GLU 128 

CG GLU 128 

CD GLU 128 

0E1 GLU 128 

0E2 GLU 128 

C GLU 128 

0 GLU 128 

N CYS 129 

CA CYS 129 

CB CYS 129 

SG CYS 129 

C CYS 129 

0 CYS 129 



- 47 - 

13.701 18.215 72.655 1.00 81.74 

15. 146 18. 398 72. 727 1. 00 80. 58 

15. 824 18. 005 71. 397 1. 00 79. 32 

17.277 18.443 71.398 1.00 78.57 

15. 719 16.494 71. 194 1. 00 78.47 

16. 408 15. 993 69. 946 1. 00 78.42 

15. 479 19. 852 73. 047 1. 00 80. 87 

16. 334 20. 133 73. 887 1. 00 79. 71 
14. 799 20. 772 72. 370 1. 00 81. 80 
15.018 22. 196 72.594 1.00 82.44 
14. 160 23.021 71.636 1.00 82.62 
14. 559 22. 807 70. 294 1. 00 83. 20 
14. 668 22. 543 74. 034 1. 00 82. 44 
15.318 23.382 74.660 1.00 81.86 
13. 636 21. 884 74. 553 1. 00 83. 04 

13. 202 22. 106 75. 927 1. 00 83. 79 
11. 944 21. 289 76. 232 1. 00 84. 79 
11.408 21.490 77. 645 1.00 86.70 
10. 425 20.409 78. 061 1. 00 88. 14 

9. 408 20. 222 77. 357 1. 00 88. 36 

10. 672 19. 747 79. 094 1. 00 88. 06 

14. 318 21.686 76. 877 1.00 83.42 

14. 483 22. 261 77. 952 1. 00 84. 16 

15. 081 20. 675 76. 475 1. 00 82. 77 

16. 177 20. 179 77. 295 1. 00 81. 21 
16.554 18.760 76.873 1.00 81.07 
15. 206 17. 569 77. 006 1. 00 80. 63 

17. 391 21. 089 77. 178 1. 00 80. 64 

18. 092 21.330 78. 160 1. 00 79. 84 
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ATOM 944 
20 ATOM 945 
ATOM 946 
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ATOM 948 
ATOM 949 
25 ATOM 950 
ATOM 951 
ATOM 952 
ATOM 953 
ATOM 954 



N ILE 130 

CA ILE 130 

CB ILE 130 

CG2 ILE 130 

CGI ILE 130 

CD1 ILE 130 

C ILE 130 

0 ILE 130 

N SER 131 

CA SER 131 

CB SER 131 

OG SER 131 

C SER 131 

0 SER 131 

N ASP 132 

CA ASP 132 

CB ASP 132 

CG ASP 132 

0D1 ASP 132 

0D2 ASP 132 

C ASP 132 

0 ASP 132 

N PHE 133 

CA PHE 133 

CB PHE 133 

CG PHE 133 

CD1 PHE 133 

CD2 PHE 133 

CE1 PHE 133 
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17. 644 21. 591 75. 975 1. 00 80. 16 

18. 782 22. 475 75. 775 1. 00 80. 33 

18. 944 22. 860 74. 298 1. 00 79. 59 
20. 253 23. 614 74. 102 1. 00 79. 29 
18.933 21.599 73.436 1.00 79.00 
19.069 21.860 71.958 1.00 79.73 
18. 559 23. 735 76. 595 1. 00 80. 49 

19. 475 24. 241 77. 239 1. 00 80. 22 
17. 326 24. 229 76. 574 1. 00 81. 09 

16. 970 25. 428 77. 320 1. 00 82. 28 
15.525 25.826 77.006 1.00 83. 15 

14. 641 24. 736 77. 195 1. 00 82. 88 

17. 136 25. 195 78. 820 1. 00 82. 33 

17. 843 25.940 79.501 1.00 82.07 
16.478 24. 155 79.322 1.00 82.42 
16. 540 23. 792 80. 735 1. 00 82. 24 
15.893 22.411 80.934 1.00 83.24 
15.836 21.981 82.393 1.00 83.66 

15. 165 20. 963 82. 678 1. 00 83. 28 
16.458 22.645 83.250 1.00 83.85 
17.996 23.778 81.200 1.00 81.62 
18.324 24.293 82.270 1.00 82. 12 

18. 866 23. 193 80. 383 1. 00 80. 65 
20.286 23. 118 80.698 1.00 79.47 
21.033 22.331 79.616 1.00 77.80 
22. 528 22. 391 79. 750 1. 00 75. 86 
23. 178 21.695 80.761 1.00 75.50 
23. 284 23. 179 78. 889 1. 00 75. 39 
24. 562 21. 785 80. 914 1. 00 74. 78 
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24. 667 23. 275 79. 035 1. 00 74. 59 

25. 305 22. 578 80. 049 1. 00 74. 18 
20. 876 24. 519 80. 786 1.00 79. 33 
21.690 24.810 81.659 1.00 79.06 
20. 459 25. 382 79. 869 1. 00 79. 23 
20.951 26.748 79.828 1.00 79.59 
20.482 27.412 78.534 1.00 79.43 
21.043 26.703 77.297 1.00 78.61 

20. 401 27. 247 76. 032 1. 00 78. 47 
22. 554 26. 878 77. 264 1. 00 77. 75 
20.524 27.565 81.043 1.00 79.41 

21. 324 28. 310 81. 609 1.00 78.74 
19. 268 27.423 81.448 1.00 80. 16 

18. 780 28. 152 82. 609 1. 00 80. 92 
17.271 27.966 82.777 1.00 80.81 
16.474 28. 778 81.783 1.00 81.08 
16. 801 29.970 81.599 1.00 82.67 
15. 517 28. 234 81. 195 1.00 81. 12 
19.486 27.686 83.872 1.00 81.80 
20.090 28.490 84.578 1.00 82. 12 
19.418 26.384 84. 143 1.00 82.43 
20.041 25.811 85.333 1.00 83.25 

19. 750 24. 307 85.418 1.00 82. 64 
18. 288 23.970 85.677 1.00 82.57 
18. 095 22. 487 85. 952 1. 00 82. 49 
16.630 22. 154 86.182 1.00 82.31 
16.053 22.914 87.323 1.00 82.43 
21. 548 26. 044 85.429 1. 00 84. 12 
22. 185 25.610 86.390 1.00 84.51 
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ATOM 


1010 


0 


MET 
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CA 


LYS 


140 
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26. 727 84. 442 1. 00 85. 08 

27. 010 84. 450 1. 00 86. 27 
26. 115 83.438 1.00 86.74 
24. 649 83. 730 1. 00 87. 04 
23. 729 84. 047 1. 00 86. 44 
23.971 83. 708 1.00 87.51 
22. 699 83. 999 1. 00 86. 59 
22. 526 84. 209 1. 00 86. 35 
28.476 84. 123 1.00 87. 11 

28. 842 83. 776 1. 00 86. 73 

29. 307 84. 249 1. 00 88. 41 

30. 736 83. 955 1. 00 89. 43 
31.512 85. 140 1.00 90.47 
31.451 86.419 1.00 92.10 
30. 099 87. 095 1. 00 93. 09 
29. 598 87. 372 1. 00 93. 35 

21.584 29.501 87.371 1.00 93.71 
23.779 30.931 82.747 1.00 89.90 
24.922 31.376 82.875 1.00 89.53 
23.262 30.591 81.573 1.00 89.97 
24. 046 30. 725 80. 359 1. 00 90. 27 
24. 995 29. 529 80. 235 1. 00 90. 82 
26.314 29.838 79.542 1.00 91.26 
27. 526 28. 508 79. 736 1. 00 90. 73 
28.303 28.974 81.303 1.00 91.08 
23. 137 30.820 79. 140 1.00 90. 17 
23. 610 30. 894 78.006 1.00 90. 11 
21.829 30.829 79.380 1.00 89.92 
20.851 30.921 78.300 1.00 89.78 
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19.434 30. 922 78. 874 1. 00 89.37 
18.357 31. 239 77. 852 1. 00 89. 17 
16.972 31.055 78.438 1.00 89.06 
16. 688 29. 588 78. 675 1. 00 88. 66 
16.797 28.822 77.406 1.00 88.73 
21.067 32. 179 77.466 1.00 89.78 
20. 593 32. 278 76. 334 1. 00 89. 28 
21.794 33. 133 78.037 1.00 90.38 
22.082 34.401 77.376 1.00 90.81 

22. 222 35. 506 78. 427 1. 00 90. 98 
23. 294 35. 243 79. 443 1. 00 91. 18 
24.520 35.794 79.610 1.00 91.04 

23. 163 34. 294 80. 434 1. 00 91. 11 
24.262 34.273 81. 168 1.00 91.45 

25. 102 35. 174 80.688 1.00 90.96 
23.349 34.367 76.516 1.00 90.72 
24.048 35.374 76.399 1.00 91.00 
23.648 33.220 75.912 1.00 90. 17 

24. 845 33. 109 75. 082 1. 00 89. 12 

26. 000 32. 529 75. 908 1. 00 89. 54 
26. 424 33. 406 77. 079 1. 00 90. 51 
27.490 32. 730 77. 926 1.00 91. 91 
27.867 33.579 79. 131 1.00 92.42 
28. 820 32. 863 80. 026 1. 00 92. 34 

24. 643 32. 276 73. 815 1. 00 87. 58 
23. 763 31.418 73. 749 1.00 87. 74 

25. 465 32. 554 72. 808 1. 00 85. 65 
25.414 31.849 71. 532 1.00 83.45 
25.052 32.819 70.402 1.00 83. 10 
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25. 199 32. 262 68.988 1.00 82.55 
24.890 33.339 67.951 1.00 82.36 

25. 289 32. 922 66. 540 1.00 82.46 
24.519 31.749 66.045 1.00 82.29 
26.790 31. 252 71.283 1.00 82.32 
27.751 31.974 71.002 1.00 82.33 
26.884 29.932 71.409 1.00 79.90 
28. 146 29. 233 71. 198 1. 00 77. 12 

28. 653 28. 634 72. 517 1. 00 78. 89 
29.417 29.543 73.491 1.00 80. 11 
28.560 30.727 73.924 1.00 81.77 
29.836 28.721 74.698 1.00 80.96 

27. 993 28. 132 70. 156 1. 00 73. 23 

26. 876 27. 742 69. 810 1. 00 72. 89 

29. 119 27.628 69.628 1.00 70.01 
30.498 28. 104 69.833 1.00 68.83 

29. 081 26. 565 68. 621 1. 00 67. 77 

30. 555 26. 356 68. 285 1. 00 68. 79 

31. 159 27.706 68.542 1.00 69.21 
28.434 25.299 69. 181 1.00 65.49 

28. 615 24. 963 70. 351 1. 00 64. 23 

27. 677 24. 603 68. 340 1. 00 63. 31 
27. 007 23. 383 68. 757 1. 00 61. 72 
25. 492 23. 532 68. 602 1. 00 62. 15 
24. 678 22. 285 68. 945 1. 00 62. 90 
25.011 21.842 70.353 1.00 64.57 
23. 194 22.577 68.817 1.00 65.06 
27. 473 22. 152 67. 985 1. 00 59. 94 
27. 342 22. 086 66. 763 1. 00 59. 04 
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28. 028 21. 189 68. 721 1. 00 58. 65 

28. 492 19. 939 68. 136 1. 00 54. 15 

27. 444 18. 891 68. 465 1. 00 49. 71 

27. 175 18. 628 69. 635 1. 00 50. 70 

26. 854 18. 287 67. 440 1. 00 46. 12 

25. 795 17. 297 67. 635 1. 00 42. 39 
24.610 17.675 66.740 1.00 39.68 
23. 366 16. 864 66. 977 1. 00 38. 24 

22. 326 16. 901 66. 056 1. 00 36. 04 

23. 212 16. 102 68. 132 1.00 36. 13 

21. 148 16. 194 66.279 1.00 38.53 

22. 042 15. 395 68. 365 1. 00 35. 28 
21. 005 15. 440 67. 437 1. 00 37.48 

26. 197 15. 840 67. 354 1. 00 41. 67 

26. 463 15. 475 66. 205 1. 00 42. 24 
26.247 15.013 68.398 1.00 40.23 
26. 562 13. 593 68. 222 1. 00 36. 30 

27. 281 13.001 69.442 1.00 36.36 
28. 580 13. 597 69. 560 1. 00 37. 54 
27.444 11.492 69.286 1.00 37.01 
25.212 12.909 68.039 1.00 34.65 
24.412 12.836 68.967 1.00 31. 13 

24. 972 12.422 66.825 1.00 33. 67 

23. 714 11.782 66.456 1.00 34. 60 
23.061 12.614 65.336 1.00 32.78 
21. 739 12. 086 64. 854 1. 00 30. 57 
21. 625 11.513 63.595 1.00 30.43 
20.598 12.213 65.637 1.00 31. 90 
20. 382 11.076 63. 115 1.00 34. 54 
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19.356 11.783 65. 176 1.00 30.63 

19.241 11.213 63.913 1.00 32.01 

24.011 10.358 65.991 1.00 35.95 

24.369 10. 128 64.836 1.00 38.42 
23.843 9. 412 66.908 1.00 36.96 
24. 129 7. 995 66. 680 1. 00 34. 37 

24. 186 7.271 68.025 1.00 35.80 

25. Ill 7.897 68.892 1.00 39.97 
23. 189 7. 228 65. 770 1. 00 32. 05 
22.537 6. 292 66. 215 1.00 32. 11 
23. 110 7. 611 64. 505 1.00 31.41 
22. 253 6. 902 63. 563 1.00 31. 81 
20. 824 7. 464 63. 570 1. 00 34. 43 
20. 149 7. 372 64. 904 1. 00 34. 95 
20.278 8.401 65.838 1.00 32.95 
19.439 6.228 65.256 1.00 35.34 
19.713 8.291 67. 108 1.00 35.00 
18. 868 6. 102 66. 526 1. 00 35. 79 
19.005 7. 135 67.454 1.00 38. 15 
22.845 7.010 62. 171 1.00 31.95 
23.727 7.831 61.921 1.00 31.72 
22.386 6. 164 61.247 1.00 32.44 
21.374 5.098 61.343 1.00 30.73 

22. 942 6. 248 59. 896 1. 00 34. 59 
22.397 4.991 59.225 1.00 31.34 
21.072 4.812 59.884 1.00 31.98 
22. 507 7. 535 59. 201 1. 00 37. 30 
21.310 7.813 59.067 1.00 39.02 

23. 483 8. 325 58. 770 1. 00 39. 02 
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23. 187 9.581 58.092 1.00 40.43 
23.446 10.792 59.007 1.00 39.28 
23.191 12.081 58.238 1.00 41.18 

22. 557 10. 727 60. 221 1. 00 38. 37 
24.023 9.785 56.837 1.00 41.48 
25.241 9.602 56.861 1.00 41.28 
23.365 10.162 55.743 1.00 43.31 
24.072 10.441 54.495 1.00 46.32 

23. 233 10. 058 53. 280 1. 00 47. 31 
23. 809 10. 586 51. 968 1. 00 52. 20 
23. 563 9. 614 50. 844 1. 00 55. 56 
24.419 8.437 50.968 1.00 59.93 
24.068 7.217 50.573 1.00 61.41 
22.874 7.011 50.032 1.00 63.00 
24.910 6.203 50.717 1.00 63.35 
24.367 11.934 54.456 1.00 46.23 
23.486 12. 737 54. 166 1. 00 47. 64 
25.613 12.291 54.754 1.00 47.03 
26.046 13.682 54.791 1.00 48.05 
27.318 13.834 55.632 1.00 49.62 
27. 157 13. 444 57. 066 1. 00 52. 65 
26.274 12.619 57.676 1.00 53.99 
27. 990 13. 916 58. 057 1. 00 53. 35 
27.625 13.401 59.218 1.00 54.78 
26.586 12.610 59.014 1.00 54.28 
26. 334 14. 317 53. 440 1. 00 48. 30 
26. 872 13. 677 52. 535 1. 00 47. 38 
25.969 15.589 53.319 1.00 47.98 
26.256 16.343 52.114 1.00 48.38 
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25. 113 17.296 51.749 1.00 51.05 
25. 462 18. 198 50. 558 1. 00 57. 22 

24. 422 19. 276 50. 275 1. 00 58. 92 

23.299 18.931 49.845 1.00 60.91 

24.734 20.471 50.485 1.00 60.69 

27.475 17. 138 52. 547 1.00 45. 12 

28. 349 17.457 51. 749 1.00 43.91 

27. 529 17. 427 53. 843 1. 00 43. 85 

28. 633 18. 174 54. 416 1. 00 43. 81 

28. 479 19. 654 54. 085 1. 00 46. 74 
29.743 20.445 54.349 1.00 49.54 

29. 760 21.651 54.016 1.00 53.34 

30. 716 19. 869 54. 884 1. 00 49.62 
28.671 17.972 55.928 1.00 43.93 
27.724 17.447 56.518 1.00 43.97 
29. 767 18. 399 56. 547 1. 00 43. 75 
29. 963 18. 250 57. 983 1. 00 44. 27 
31.248 18.971 58.452 1.00 45.07 
31.069 20.480 58. 354 1.00 47.24 

31. 544 18. 617 59. 907 1. 00 45. 29 
31.733 17. 140 60. 152 1.00 48.99 
28. 795 18. 744 58. 829 1. 00 44. 47 
28. 583 18. 254 59. 941 1. 00 44. 15 
28.037 19.709 58.317 1.00 44. 10 

26. 904 20. 239 59. 072 1. 00 42. 92 

27. 103 21.734 59.360 1.00 44. 13 
27.448 22. 533 58. 118 1. 00 45. 52 

28. 258 23. 479 58. 239 1. 00 47. 57 
26. 912 22. 228 57. 031 1. 00 45. 51 
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25. 559 20. 005 58. 410 1. 00 42. 92 
24.579 20.691 58.706 1.00 44.48 
25.509 19.026 57.518 1.00 41.57 
24.267 18.692 56.838 1.00 41.51 
24.067 19.597 55.618 1.00 41.19 
22.783 19.306 54.863 1.00 41.39 

22. 687 20. 094 53. 557 1. 00 43. 25 
21.366 19.809 52.860 1.00 40.06 
21.335 20.312 51.468 1.00 41.02 
24.258 17.224 56.397 1.00 41.66 
25.239 16.725 55.838 1.00 39.36 

23. 143 16. 546 56. 654 1. 00 40. 90 
23.005 15. 152 56. 276 1. 00 42.70 
21.618 14.645 56.615 1.00 43.15 
21.019 15.085 57.594 1.00 43.59 
21.096 13.722 55.816 1.00 43.93 
19. 763 13. 190 56. 068 1. 00 45. 03 
18.958 13.031 54.755 1.00 46.16 
18. 943 14. 352 53. 985 1. 00 45. 82 
19.585 11.938 53.889 1.00 46.11 
18.812 11.638 52.613 1.00 48.51 
19.812 11.833 56.764 1.00 46.49 
20.771 11.074 56.609 1.00 45.36 
18.767 11.545 57.533 1.00 47.21 
18. 649 10. 286 58. 253 1. 00 47. 53 
17.623 10.414 59.379 1.00 47.11 
17. 135 9. 126 60. 049 1. 00 47. 15 
18.265 8.469 60.832 1.00 45.45 
15.981 9.465 60.977 1.00 47.00 



WO 03/097824 





ATOM 


1216 


C LEU 


164 




ATOM 


1217 


0 LEU 


164 




ATOM 


1218 


N LEU 


165 




ATOM 


1219 


CA LEU 


165 


5 


ATOM 


1220 


CB LEU 


165 




ATOM 


1221 


CG LEU 


165 




ATOM 


1222 


CD1 LEU 


165 




ATOM 


1223 


CD2 LEU 


165 




ATOM 


1224 


C LEU 


165 


10 


ATOM 


1225 


0 LEU 


165 




ATOM 


1226 


N ASN 


166 




ATOM 


1227 


CA ASN 


166 




ATOM 


1228 


CB ASN 


166 




ATOM 


1229 


CG ASN 


166 


15 


ATOM 


1230 


0D1 ASN 


166 




ATOM 


1231 


ND2 ASN 


166 




ATOM 


1232 


C ASN 


166 




ATOM 


1233 


0 ASN 


166 




ATOM 


1234 


N TRP 


167 


20 


ATOM 


1235 


CA TRP 


167 




ATOM 


1236 


CB TRP 


167 




ATOM 


1237 


CG TRP 


167 




ATOM 


1238 


CD 2 TRP 


167 




ATOM 


1239 


CE2 TRP 


167 


25 


ATOM 


1240 


CE3 TRP 


167 




ATOM 


1241 


CD1 TRP 


167 




ATOM 


1242 


NE1 TRP 


167 




ATOM 


1243 


CZ2 TRP 


167 




ATOM 


1244 


CZ3 TRP 


167 



PCT/JP03/06054 

- 58 - 

18. 189 9. 220 57. 277 1. 00 48. 06 
17. 137 9. 352 56. 657 1. 00 48. 49 
18.977 8.161 57.137 1.00 48.32 
18.614 7.093 56.224 1.00 47.47 

19. 827 6. 208 55. 954 1. 00 45. 44 

20. 867 6. 978 55. 140 1. 00 47. 60 
22.128 6.155 54.956 1.00 47.47 
20.261 7.342 53.786 1.00 48.48 
17.460 6.300 56.814 1.00 46.86 
16.497 5.985 56.120 1.00 46.90 
17.562 5.992 58. 101 1.00 46.60 
16. 521 5. 266 58. 817 1. 00 47. 23 
16. 282 3. 883 58. 200 1. 00 49. 17 
17.542 3.053 58. 118 1.00 50.36 
18. 205 2. 997 57. 076 1. 00 50. 62 
17.888 2.406 59.223 1.00 50.50 
16. 913 5. 123 60. 279 1. 00 47. 60 
18. 096 5. 177 60. 623 I. 00 48. 53 
15. 916 4. 966 61. 142 1. 00 46. 96 
16.166 4.815 62.571 1.00 45.46 

14. 890 5. 085 63. 376 1. 00 47. 63 
14.433 6. 519 63.454 1.00 49. 15 

15. 093 7. 602 64. 126 1. 00 49. 07 
14.237 8.725 64.050 1.00 48.21 
16.321 7.732 64.787 1.00 49.17 
13. 242 7. 022 63. 003 1. 00 49. 03 
13.117 8.343 63.361 1.00 48.46 
14. 569 9. 962 64. 614 1. 00 47. 68 

16. 652 8. 966 65. 348 1. 00 49. 58 
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15.777 10.064 65.256 1.00 48.80 

16. 647 3. 394 62. 890 1. 00 43. 28 
16.425 2.461 62.119 1.00 42.86 

17. 297 3. 245 64. 038 1. 00 41. 63 

17. 796 1. 953 64. 501 1. 00 40. 13 

19. 275 1. 723 64. 086 1. 00 37. 87 

20. 082 2. 795 64. 587 1. 00 33. 52 
19.417 1. 647 62. 566 1.00 34. 11 
17.719 1.943 66.029 1.00 41.33 
17.382 2.953 66.649 1.00 41.41 

18. 025 0. 799 66. 631 1. 00 42. 06 

18. 013 0. 672 68. 083 1. 00 42. 59 

19. 077 1. 594 68. 683 1. 00 39. 56 

20. 497 1. 209 68. 287 1. 00 36. 24 
21.528 2. 170 68.840 1.00 33.26 
21.481 3. 514 68. 133 1.00 30. 26 
22.589 4.373 68.610 1.00 32.75 
16.661 0.933 68.751 1.00 45.26 
16.598 1.191 69.955 1. 00 45.85 
15. 583 0. 881 67. 975 1. 00 47. 46 
14. 267 1. 083 68. 555 1. 00 52. 44 

13. 552 2. 394 68. 295 1. 00 55. 24 
12.324 2.422 68.275 1.00 56. 11 

14. 293 3.482 68. 118 1. 00 58. 10 
13.668 4.777 67.861 1.00 61.86 

14. 734 5. 846 67. 613 1. 00 62. 35 

15. 449 6. 285 68. 856 1. 00 64. 08 

16. 060 5. 354 69. 691 1. 00 66. 00 
15.511 7.630 69. 196 1. 00 64.53 
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16.721 5.760 70.851 1.00 66.96 

16. 170 8. 046 70. 352 1. 00 65. 93 

16. 776 7. 109 71. 180 1. 00 66. 07 

12. 727 4. 697 66. 663 1. 00 63. 91 

12. 994 3. 975 65. 702 1. 00 63. 50 

11.620 5.430 66.727 1.00 65.77 

10. 657 5. 424 65. 633 1. 00 68. 37 

9. 738 4. 197 65. 727 1. 00 70. 16 

8.814 4.035 64.517 1.00 72.04 

7. 867 2. 842 64. 647 1. 00 73. 43 

6. 977 2. 718 63. 406 1. 00 74. 42 
5. 933 1. 655 63. 525 1. 00 73. 62 
9. 808 6. 688 65. 606 1. 00 69. 18 

8. 599 6. 642 65. 838 1. 00 70. 01 
10. 445 7. 820 65. 332 1. 00 68. 98 

9.734 9.086 65.251 1.00 69.07 

10. 598 10. 210 65.818 1. 00 68.41 

9. 424 9. 339 63. 776 1. 00 69. 07 
10. 336 9. 471 62. 962 1. 00 69. 61 

8. 139 9. 394 63. 432 1. 00 69. 06 

7. 735 9. 620 62. 047 1. 00 68. 32 
6. 217 9.491 61.901 1.00 69.02 
5. 546 10. 503 62. 632 1. 00 68. 18 

8. 173 10.996 61.568 1.00 67.71 
8.410 11.897 62.370 1.00 68.23 
8.288 11. 148 60.254 1.00 67.37 
8. 688 12. 424 59. 690 1. 00 67. 08 

10. 143 12.787 59.915 1.00 66.86 

10. 507 13. 962 59.855 1. 00 67. 38 
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10.979 11.786 60. 172 1.00 66.42 

12.400 12.018 60.401 1.00 64.67 

12.828 11.360 61.699 1. 00 64. 11 

13.229 11.475 59.242 1.00 64.02 

14.053 12. 183 58.667 1.00 65.00 

12.993 10.214 58.903 1.00 63.24 

13.710 9.544 57.825 1.00 63.08 

13. 147 8. 127 57.639 1.00 62.97 

13. 315 7. 224 58. 865 1. 00 64. 81 
12.712 5.837 58.682 1.00 64.99 
12.948 4.972 59.552 1.00 65.80 
12.003 5.612 57.677 1.00 64.52 
13.669 10.293 56.491 1.00 62.92 
12. 602 10. 489 55. 908 1. 00 63. 26 
14.838 10.708 56.013 1.00 62.46 
14.911 11.406 54.741 1.00 61.36 
15.095 12. 911 54. 805 1.00 60.52 
15.337 13.539 53.777 1.00 61.73 

14. 990 13. 498 55. 993 1. 00 59. 84 

15. 139 14. 942 56. 134 1.00 59. 11 
13.985 15. 512 56. 959 1.00 59. 72 
12. 630 15. 217 56. 342 1.00 61.46 
12.423 15.416 55. 143 1.00 61.86 
11.696 14. 743 57. 161 1.00 61.02 
16.463 15.349 56.765 1.00 58.81 

17. 108 14. 553 57. 441 1. 00 59. 10 
16.860 16. 599 56.537 1.00 58.30 

18. 107 17. 130 57. 079 1. 00 57. 96 
18. 362 18. 539 56. 539 1. 00 58. 57 
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19.693 19.112 57.001 1.00 60.99 

20. 278 18. 647 57. 983 1. 00 60. 88 

20. 171 20. 139 56. 302 1. 00 60. 74 

18. 036 17. 183 58. 600 1. 00 57. 30 

17. 388 18.064 59. 162 1.00 57.94 

18. 709 16.245 59. 261 1.00 55.49 

18. 716 16. 189 60. 720 1. 00 54. 19 

19. 698 15. 109 61. 229 1. 00 53. 15 
19.756 15. 121 62.748 1.00 50.90 
19.258 13.742 60.731 1.00 51.33 
19.089 17.534 61.333 1.00 54.31 
18.473 17.979 62. 299 1.00 53.21 

20. 110 18. 174 60. 777 1. 00 56. 27 
20. 533 19.472 61. 271 1.00 58.32 
21.706 20.033 60.447 1.00 58.42 
22. 135 21.373 61.007 1.00 58.05 
22.867 19.054 60.460 1.00 59.02 
19.339 20.410 61. 125 1.00 60. 16 
19.052 21.220 62.008 1.00 59.87 
18. 640 20. 275 60. 003 1.00 61. 05 
17.480 21. 103 59. 741 1.00 63.47 
16. 412 20. 967 60. 805 1. 00 64. 68 
15.873 21.966 61.280 1.00 64.59 
16. 103 19.733 61. 187 1.00 65.39 
15.091 19.502 62.203 1.00 66.47 
14. 855 18. 005 62. 387 1. 00 66. 17 
14.407 17.254 61. 132 1.00 67.51 
14. 116 15.805 61.486 1. 00 66.63 
13. 168 17. 913 60. 546 1. 00 68. 22 
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15. 502 20. 130 63. 528 1. 00 67. 67 

14.651 20.570 64.301 1.00 68.91 

16.804 20. 176 63. 790 1.00 68. 11 

17. 297 20. 759 65. 031 1. 00 68. 91 

18. 797 20. 501 65. 194 1. 00 67. 32 
19.409 21.060 66.482 1.00 66.21 
18. 776 20. 375 67. 676 1. 00 65. 16 
20.913 20.851 66.486 1.00 66.43 

17. 034 22. 262 65. 058 1. 00 70. 10 
16. 422 22. 776 65. 991 1. 00 70. 26 
17. 505 22. 962 64. 033 1. 00 71. 83 
17.314 24.403 63.948 1.00 73.78 

18. 015 24. 941 62. 700 1. 00 73. 97 

19. 533 24.881 62. 804 1.00 74.09 

20. 206 24. 984 61. 448 1. 00 74. 37 

21. 662 24. 945 61. 571 1. 00 75. 77 

22. 503 24. 860 60. 543 1. 00 75. 94 
22. 036 24. 800 59. 303 1. 00 75. 97 
23.815 24.841 60.755 1.00 75.99 
15. 825 24. 737 63. 927 1. 00 74. 93 
15. 365 25. 609 64. 665 1. 00 74. 59 
15. 074 24. 023 63. 095 1. 00 76. 23 
13. 632 24. 225 62. 981 1. 00 77. 59 
13.018 23. 128 62. 102 1.00 75.83 
13.203 23.391 60.614 1.00 74.87 
14. 193 24. 051 60. 234 1. 00 73.64 
12. 359 22. 924 59. 820 1. 00 74. 33 
12. 945 24. 236 64. 349 1. 00 79. 78 
11.963 24.952 64.551 1.00 80.50 
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13.461 23.445 65.286 1.00 81.21 

12. 883 23. 379 66. 625 1. 00 82. 86 

13. 118 22.000 67.230 1.00 83.00 
13.477 24.456 67.525 1.00 84. 14 
12.783 25.019 68.376 1.00 84. 10 

14. 763 24. 736 67. 338 1. 00 85. 33 
15.445 25.753 68. 127 1.00 86.87 
16.947 25.819 67.776 1.00 86.40 
17. 585 27. 049 68. 409 1. 00 85. 37 

17. 641 24. 541 68. 253 1. 00 86. 52 
19. 136 24.516 68.004 1.00 86.36 
14.812 27. 114 67.871 1.00 88.85 
14. 802 27. 978 68. 748 1. 00 89. 64 

14. 278 27. 295 66. 666 1. 00 90. 36 
13. 638 28. 551 66. 291 1. 00 91. 75 
13. 678 28. 729 64. 770 1. 00 92. 26 

15. 032 29. 205 64. 234 1. 00 93. 56 

16. 174 28. 282 64. 652 1. 00 94. 17 
17.507 28.722 64.064 1.00 94.42 

18. 605 27. 773 64. 409 1. 00 93. 91 
12. 202 28. 645 66. 803 1. 00 92. 34 
11.612 29.723 66.817 1.00 92.82 
1 1.639 27.516 67.221 1.00 92.78 
10. 286 27. 502 67. 763 1. 00 93. 41 

9. 674 26. 108 67. 658 1. 00 93. 77 
9. 711 25.497 66. 275 1. 00 93. 66 
9. 530 23. 993 66. 378 1. 00 93. 81 
9.816 23.310 65.123 1.00 93.99 
10. 012 22. 000 65. 017 1. 00 94. 26 
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9.954 21.231 66.095 1.00 94.65 
10.269 21.459 63.835 1.00 94.96 

10. 432 27. 866 69. 233 1. 00 94. 00 
9. 526 27. 654 70. 036 1. 00 94. 16 

11. 596 28.408 69. 574 1.00 94.91 
11.897 28.795 70.943 1.00 96.15 
13. 049 27. 944 71. 482 1. 00 96. 57 
12.733 26.469 71.581 1.00 97.44 
11.737 26.209 72.689 1.00 98.38 

11. 339 24.808 72. 745 1. 00 98.97 
10. 624 24. 278 73. 730 1. 00 99. 63 
10. 230 25. 035 74. 746 1. 00 99. 17 
10. 300 22. 992 73. 700 1. 00 99. 97 

12. 273 30. 265 71. 062 1. 00 96. 50 
11.603 31.035 71.752 1.00 96.60 

13. 352 30. 652 70. 386 1. 00 96. 89 
13.812 32.026 70.465 1.00 97.08 
14.385 32.217 71.855 1.00 97. 08 
15.060 33.204 72. 147 1.00 96.46 

14. 104 31. 235 72. 707 1. 00 97. 36 
14.552 31.205 74.092 1.00 97.35 
13. 938 29. 984 74. 789 1. 00 98. 43 

13. 764 30. 181 76. 284 1. 00 99. 62 
13.117 31.173 76.683 1.00100.29 

14. 262 29. 338 77. 059 1. 00 99. 87 
16.078 31. 122 74. 122 1.00 96.90 
16.715 31.471 75. 118 1. 00 97. 50 
16. 657 30. 655 73. 018 1. 00 95. 62 
18. 105 30. 524 72. 896 1. 00 94. 15 
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18. 598 29. 309 73. 697 1. 00 94. 86 
18. 043 27. 988 73. 224 1. 00 95. 10 
18. 560 27. 360 72. 095 1. 00 95. 09 
17.005 27.369 73. 916 1.00 95. 17 

18. 053 26. 136 71. 663 1. 00 95. 14 
16.491 26. 145 73.492 1.00 95. 12 

17. 016 25. 528 72. 364 1. 00 94. 97 
18. 508 30. 393 71. 430 1. 00 92. 64 
17.667 30. 131 70.569 1.00 92.22 

19. 793 30. 583 71. 148 1. 00 90. 93 

20. 292 30. 486 69. 779 1. 00 89. 04 
20.249 31.861 69. 102 1.00 89.55 
18.846 32.395 68.832 1.00 90.25 
18.859 33.771 68. 187 1.00 90.61 
19. 342 34. 728 68. 830 1. 00 90. 30 

18. 390 33. 895 67. 035 1. 00 90. 79 
21.711 29.923 69.694 1.00 87.11 

22. 681 30. 589 70. 066 1. 00 86. 83 
21.824 28.692 69.201 1.00 84.23 

23. 121 28.043 69.045 1.00 80.79 
23.067 26.586 69.524 1.00 81. 16 
22. 633 26. 389 70. 967 1. 00 80. 14 
23. 597 27. 356 72. 135 1. 00 81. 93 

25. 195 26.640 71.968 1.00 81.72 

23. 502 28. 070 67. 568 1. 00 77. 74 
22.695 28.436 66.716 1.00 76.30 

24. 733 27. 672 67. 269 1. 00 75. 73 
25.214 27.652 65.894 1.00 72.50 

26. 297 28. 723 65. 720 1. 00 73. 47 
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26. 573 29. 046 64. 265 1. 00 75. 34 

27.407 29.941 64.005 1.00 75.72 
25. 954 28. 407 63. 384 1. 00 76. 53 

25. 769 26. 265 65. 544 1. 00 69. 75 

26. 962 26.005 65. 703 1.00 69.48 
24. 892 25. 383 65. 068 1. 00 66. 43 
25.266 24.018 64.697 1.00 62.47 
24.055 23. 266 64. 113 1.00 62. 19 
24.426 21.823 63.827 1.00 61.88 
22.886 23.340 65.083 1.00 61.21 
26. 409 23. 986 63. 682 1. 00 60. 44 

26. 192 24. 135 62. 479 1. 00 59. 37 

27. 624 23. 774 64. 180 1. 00 58. 00 

28. 820 23. 741 63. 341 1. 00 56. 24 
30. 048 24. 278 64. 128 1. 00 57. 42 
31.326 24.071 63. 331 1.00 57.94 
29.859 25.761 64.433 1.00 59.29 
29. 159 22. 357 62. 785 1. 00 54. 53 
29.759 22.242 61.715 1.00 54.29 

28. 779 21. 306 63. 503 1. 00 52. 88 

29. 085 19. 953 63. 048 1. 00 49. 83 

30. 541 19. 627 63. 349 1. 00 47. 49 
28. 196 18. 887 63. 654 1. 00 46. 62 
27.803 18.973 64.810 1.00 47.96 
27.873 17.883 62.851 1.00 44.82 
27. 065 16. 762 63. 309 1. 00 42. 12 
25. 731 16. 695 62. 567 1. 00 39. 23 
24. 886 15. 520 63. 014 1. 00 38. 13 
23.425 15. 193 62.026 1.00 40.98 
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60. 401 1. 00 37. 63 

63. 027 1. 00 40. 68 

61. 888 1.00 38.74 

64. 060 1. 00 39. 9.0 

63. 901 1. 00 37. 47 

64. 517 1.00 36.73 

63. 796 1. 00 34. 96 

65. 996 1. 00 37. 90 
64. 505 1. 00 37. 09 
65.309 1.00 36.61 

64. 101 1. 00 36. 09 
64.584 1.00 31.60 

63. 497 1. 00 32. 07 
63.888 1.00 31.63 

64. 250 1. 00 30. 91 
63. 824 1. 00 28. 99 

65. 853 1. 00 28. 81 

66. 019 1. 00 30. 24 

66. 765 1. 00 27. 90 
67.995 1. 00 26.70 
69. 028 1. 00 27. 65 

68. 455 1. 00 30. 26 

69. 256 1. 00 28. 60 

67. 213 1. 00 31. 99 
67. 791 1. 00 26. 87 
68. 581 1. 00 27. 79 
66. 740 1. 00 24. 79 
66. 476 1. 00 24. 03 
65. 206 1. 00 25. 43 
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31. 401 5. 999 64. 089 1. 00 26. 30 
30.976 4.032 65.444 1.00 16.83 

32. 970 7. 258 66. 220 1. 00 24. 75 
34. 025 7. 326 66. 858 1. 00 25. 65 
32.632 8. 136 65.285 1.00 22.49 
33.487 9.257 64.917 1.00 23.51 

32. 775 10. 133 63. 855 1. 00 25. 35 
33.617 11.362 63.521 1.00 24.61 
32. 509 9. 299 62. 609 1. 00 21. 66 

33. 897 10. 119 66. 126 1.00 23.48 
35.061 10.470 66.279 1.00 26.51 
32. 948 10. 452 66. 989 1. 00 24. 53 
33.262 11.251 68. 169 1.00 26.32 
31.980 11. 533 68.958 1.00 27.56 

34. 287 10. 530 69. 055 1. 00 28. 84 
35.247 11.138 69.549 1.00 27.69 

34. 084 9. 228 69. 258 1. 00 28. 76 

35. 006 8. 447 70. 075 1. 00 28. 08 
34.474 7.001 70.271 1.00 31.76 
33.373 7.027 71. 181 1.00 33. 12 
35.550 6.080 70.818 1.00 30.03 

36. 382 8. 414 69. 418 1. 00 26. 73 
37.399 8.611 70.078 1.00 28.00 
36.421 8. 191 68. 110 1. 00 28.44 
37.703 8. 143 67.419 1. 00 28.08 
37.516 7.851 65.932 1.00 26.94 
38. 842 7. 766 65. 168 1. 00 28. 59 
38. 643 7. 734 63. 374 1. 00 32. 14 
38. 216 9. 518 63. 083 1. 00 33.30 
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38. 467 9. 452 67. 578 1. 00 29. 43 

39. 636 9. 459 67. 972 1. 00 30. 57 
37.799 10.561 67.281 1. 00 31. 16 
38.433 11.873 67.376 1.00 30.57 
37.418 13.012 67.019 1.00 29.75 

38. 086 14. 390 67. 177 1. 00 28. 08 
36. 928 12. 837 65. 578 1. 00 22. 83 
38.021 12.979 64.553 1.00 26.28 

39. 014 12. 128 68. 762 1. 00 30. 30 

40. 185 12. 489 68. 897 1. 00 31. 89 
38.203 11.914 69.792 1.00 32.78 

38. 639 12. 146 71. 164 1. 00 35. 84 
37.499 11.852 72. 140 1.00 35.91 
37.317 10.455 72.307 1.00 41.55 
39.864 11.334 71.566 1.00 37.74 

40. 684 11.803 72.354 1.00 41.44 
39.990 10. 121 71.040 1.00 38.07 

41. 132 9.273 71.374 1.00 39.83 
40.802 7.799 71. 108 1.00 38.31 

39. 513 7. 129 72. 185 1. 00 38.48 

42. 372 9. 666 70. 582 1. 00 41. 86 
43.503 9.426 71.012 1.00 38.47 
42.149 10.261 69.413 1.00 45.32 
43.243 10.701 68.554 1.00 45.02 
42.705 11.506 67.370 1.00 45.88 
43.798 12.171 66.573 1.00 45.72 
44.509 11.465 65.608 1.00 46.39 
45. 556 12. 061 64. 913 1. 00 47. 16 
44. 160 13. 498 66. 823 1. 00 44. 53 
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45. 203 14. 099 66. 134 1. 00 45. 20 

45. 896 13. 375 65. 183 1. 00 46. 22 
46.942 13.955 64.510 1.00 50.31 
44.226 11.573 69.322 1.00 44.69 
45.420 11.296 69. 363 1.00 44.40 
43.713 12.635 69.924 1.00 45.92 
44. 556 13. 552 70. 667 1. 00 48. 38 
43.713 14. 716 71. 175 1.00 51.93 
43. 192 15. 545 70. 021 1. 00 57. 70 
41.918 15.330 69.484 1.00 58.41 
41.478 16.047 68.363 1.00 61.27 
44.011 16.498 69.413 1.00 59. 13 

43. 586 17.214 68. 300 1.00 61.22 
42. 325 16. 991 67. 780 1. 00 62. 20 
41. 928 17.728 66. 688 1.00 61.67 
45.304 12.871 71.792 1.00 48.87 

46. 282 13.407 72. 318 1.00 49.38 
44.852 11.672 72. 142 1.00 47.69 
45.496 10.889 73. 181 1.00 47.03 

44. 474 9. 979 73. 863 1. 00 49. 83 

44. 837 9. 550 75. 270 1. 00 55. 37 
44.998 10.735 76.208 1.00 59.31 
44.285 11.747 76.012 1.00 59.95 

45. 824 10. 649 77. 146 1. 00 60. 13 

46. 552 10. 044 72. 477 1. 00 45. 45 
47. 673 9. 905 72. 958 1. 00 45. 05 

46. 183 9.495 71.321 1.00 43.73 

47. 074 8. 643 70. 530 1. 00 41. 33 
46. 776 7. 171 70. 845 1. 00 40. 13 
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47. 780 6. 208 70. 226 1. 00 39. 76 
48.461 6.571 69.249 1.00 40.95 

47.876 5.062 70. 712 1.00 42.61 

46.852 8.921 69.033 1.00 40.53 

45. 862 8. 474 68. 443 1. 00 37. 20 

47. 779 9. 657 68. 427 1. 00 41. 94 
47. 689 10. 008 67. 007 1. 00 44. 23 
48.912 10.828 66. 603 1. 00 47.00 
48.860 12.244 67.079 1.00 51.95 
49. 230 13. 402 66. 483 1. 00 54. 47 

48. 371 12. 592 68. 320 1. 00 54. 33 
48. 439 13. 903 68. 467 1. 00 55. 83 
48. 957 14. 419 67. 367 1. 00 55. 95 
47. 528 8. 810 66. 074 1. 00 42. 66 
47. 157 8. 963 64. 909 1. 00 42. 00 

47. 793 7. 620 66. 597 1. 00 41. 40 
47. 667 6. 394 65. 820 1. 00 41. 15 

48. 592 5. 321 66. 397 1. 00 45. 16 
50.070 5.611 66.214 1.00 49.72 
50. 566 5. 230 64. 832 1. 00 55. 92 

49. 997 5. 646 63. 813 1. 00 57. 28 
51. 636 4. 429 64. 787 1. 00 57. 32 
46. 228 5. 869 65. 792 1. 00 37. 41 
45. 927 4. 904 65. 091 1. 00 37. 06 
45.342 6.488 66.562 1.00 34. 18 
43. 955 6. 038 66. 578 1. 00 32. 52 
43. 199 6. 597 67. 783 1. 00 28. 93 
41.420 6.288 67.739 1.00 31.90 
43. 272 6. 474 65. 303 1. 00 32. 01 
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43.010 7.664 65.096 1.00 32.91 

42. 993 5. 505 64. 442 1. 00 29. 12 

42. 343 5. 785 63. 176 1. 00 28. 98 

43. 273 5. 437 62. 009 1. 00 30. 00 
44.481 6.366 61.853 1.00 35.29 

45. 190 6. 166 60.515 1.00 36.83 

44. 490 6. 007 59. 498 1. 00 38. 09 

46. 436 6. 176 60. 465 1. 00 40. 80 
41.057 4.991 63.059 1.00 25.46 
40. 513 4. 835 61. 970 1. 00 22. 65 
40. 569 4.491 64. 185 1. 00 25.43 
39. 337 3. 703 64. 179 1. 00 25. 45 
39. 625 2. 172 64. 189 1. 00 24. 36 
38.318 1.391 64. 122 1.00 21.56 
40.533 1.795 63.029 1.00 21.70 
38.527 4.016 65.414 1.00 25.44 
39. 076 4. 192 66. 492 1. 00 25. 99 
37.217 4.090 65.240 1.00 25.97 
36. 328 4. 347 66. 349 1. 00 25. 83 
35.337 3.201 66.340 1.00 25.37 
34.852 2.812 65.273 1.00 25.38 
35.044 2.647 67.511 1.00 24.88 
34. 114 1.527 67.587 1.00 25.47 
34. 881 0. 187 67. 638 1. 00 22. 66 
33.956 -1.041 67.634 1.00 25. 14 

34. 806 -2. 680 67. 748 1. 00 22. 18 

35. 380 -2. 594 69. 396 1. 00 16. 01 
33. 177 1.618 68.780 1.00 22.20 
33. 577 1.978 69. 881 1. 00 22. 65 
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31. 915 1. 295 68. 543 1. 00 21. 12 

30.936 1.314 69. 604 1. 00 21.34 

29. 757 2. 295 69. 293 1. 00 25. 85 

28. 739 2. 268 70. 446 1. 00 25. 47 

30. 273 3. 734 69. 107 1. 00 25. 08 
30. 838 4. 355 70. 382 1. 00 22. 09 
30.321 -0.080 69.789 1.00 22.30 

29. 885 -0. 712 68. 826 1. 00 24. 03 
30.313 -0.563 71.025 1.00 22.67 
29.645 -1.817 71.341 1.00 21.60 

30. 618 -2. 993 71. 634 1. 00 21. 77 
29.821 -4.291 71.718 1.00 21.54 
31.663 -3. 113 70.541 1.00 17.23 
28.838 -1.493 72.604 1.00 21.49 
29.316 -1.633 73.723 1.00 18.90 
27.615 -1.016 72.402 1.00 25.39 
26.744 -0.675 73.518 1.00 26.76 
25. 353 -1. 140 73. 150 1. 00 28. 03 
25. 155 -2. 315 72. 846 1. 00 29. 80 
24.384 -0.235 73. 161 1.00 27.62 
23.031 -0.607 72.788 1.00 27.59 
22.083 0.601 72.911 1.00 29.15 

21. 937 0. 932 74. 294 1. 00 32. 52 
20. 719 0. 291 72. 339 1. 00 28. 08 
23.094 -1.080 71.345 1.00 26.98 

22. 460 -2. 065 70. 960 1. 00 27. 95 

23. 890 -0. 374 70. 554 1. 00 26. 02 

24. 050 -0. 718 69. 154 1. 00 25. 33 
25.503 -1.055 68.911 1.00 24.09 
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26.312 -1.004 69.838 1.00 23.25 

25. 850 -1. 395 67. 677 1. 00 24. 12 
27. 235 -1. 750 67. 376 1. 00 23. 83 

27. 395 -3. 280 67. 425 1. 00 20. 39 
29. 076 -3. 879 67. 182 1. 00 25. 34 
27.627 -1.204 66.010 1.00 20.45 

26. 919 -1. 406 65. 035 1. 00 20. 28 

28. 763 -0. 526 65. 935 1. 00 23. 86 

29. 196 0. 076 64. 669 1. 00 24. 35 
28.267 1.261 64.355 1.00 25.51 
28. 598 1. 962 63. 042 1. 00 27. 76 
28.930 1.331 62.039 1.00 24.60 
28. 472 3. 288 63. 043 1. 00 30. 91 

30. 640 0. 553 64. 784 1. 00 23. 81 

31. 184 0. 624 65. 885 1. 00 23. 94 
31.249 0.885 63.651 1.00 22.70 

32. 626 1. 359 63. 636 1. 00 25. 15 
33.580 0. 169 63.463 1.00 24.36 
32.867 2.372 62.511 1.00 26.31 

32. 127 2.416 61.530 1.00 28.47 
33.911 3. 176 62.664 1.00 24.88 
34.291 4. 160 61.653 1. 00 26.51 

33. 899 5. 583 62. 076 1. 00 24. 89 

34. 875 6. 224 63. 436 1. 00 25. 76 
35.805 4. 055 61. 555 1. 00 25.08 
36.450 3. 564 62.480 1. 00 25. 19 

36. 373 4. 505 60. 442 1. 00 25. 32 

37. 820 4. 427 60. 245 1. 00 23. 93 

38. 200 3. 020 59. 760 1. 00 20. 70 
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37.782 2.771 58.328 1.00 16.78 

38.712 2.786 57.302 1.00 18.75 

38.326 2. 668 55.975 1.00 18.89 

36. 443 2. 622 57. 990 1. 00 19. 60 

36. 043 2. 506 56. 666 1. 00 18. 40 

36.990 2.535 55.665 1.00 21.55 

36. 603 2. 479 54. 346 1. 00 23. 25 
38.254 5.452 59. 194 1.00 26.41 

37. 436 5. 929 58. 404 1. 00 27. 14 

39. 543 5. 769 59. 179 1. 00 27. 10 

40. 094 6. 722 58. 224 1. 00 28. 74 
41.383 7.331 58.789 1.00 29.38 

41. 169 8. 180 60.035 1.00 31.43 

39. 947 9. 503 59. 750 1. 00 32. 30 

40.866 10.535 58.591 1.00 34. 11 

40. 374 6. 066 56. 869 1. 00 29. 42 

41. 170 5. 134 56. 767 1.00 30.49 
39.714 6. 565 55. 829 1.00 31.08 

39.867 6.040 54.476 1.00 31.04 
38.491 5. 743 53. 879 1.00 31.57 
38.536 5. 161 52.474 1.00 32. 18 

39. 330 3. 875 52. 427 1. 00 32. 52 

40. 565 3. 952 52. 273 1. 00 34. 34 

38. 723 2. 789 52. 571 1. 00 30. 79 

40. 598 7. 030 53. 574 1. 00 33. 43 
40.583 8.238 53.818 1.00 29.93 

41. 240 6. 506 52. 532 1. 00 35. 85 
41.969 7.333 51.575 1.00 37.83 

42. 934 6. 462 50. 764 1. 00 40. 16 
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43. 684 5.426 51. 602 1.00 43.86 

44. 466 6. 049 52. 743 1. 00 47. 85 
44.806 5.322 53.704 1.00 51.02 
44.747 7.264 52.681 1.00 48.78 
40. 920 7. 969 50. 657 1. 00 37. 87 
40. 058 7. 268 50. 122 1. 00 38. 29 
40. 987 9. 287 50. 477 1. 00 37. 42 
40. 009 9. 987 49. 644 1. 00 37. 50 
40. 375 11.467 49. 501 1.00 38.62 
39. 772 12. 355 50. 587 1. 00 40. 32 
37. 956 12. 144 50. 764 1. 00 42. 83 

37. 308 13. 116 49.410 1.00 44.06 

39. 796 9. 374 48. 270 1. 00 36. 21 

38. 685 9. 413 47. 740 1. 00 33. 93 

40. 848 8. 803 47. 690 1. 00 35. 50 
40.714 8. 184 46.378 1.00 36.82 
42. 078 7. 732 45. 846 1. 00 39. 35 

42. 839 6. 804 46. 774 1. 00 44. 12 

43. 900 7. 534 47. 584 1. 00 49. 18 
43. 635 8. 580 48. 192 1. 00 49. 88 
45. Ill 6.981 47.600 1.00 49.95 

39. 762 6. 986 46. 395 1. 00 35. 72 
39. 276 6. 568 45. 348 1. 00 37. 20 
39. 503 6. 419 47. 570 1. 00 34. 56 

38. 604 5. 272 47. 648 1. 00 33. 20 

39. 118 4.239 48.658 1.00 33.68 

40. 548 3. 802 48. 369 1. 00 34. 24 
40.963 3.710 47.210 1.00 33.87 

41. 306 3. 523 49. 424 1. 00 34. 32 



WO 03/097824 





ATOM 


1796 


C ASN 


240 


37. 




ATOM 


1797 


0 ASN 


240 


36. 




ATOM 


1798 


N VAL 


241 


37. 




ATOM 


1799 


CA VAL 


241 


35. 


5 


ATOM 


1800 


CB VAL 


241 


35. 




ATOM 


1801 


CGI VAL 


241 


34. 




ATOM 


1802 


CG2 VAL 


241 


36. 




ATOM 


1803 


C VAL 


241 


35. 




ATOM 


1804 


0 VAL 


241 


35. 


10 


ATOM 


1805 


N GLU 


242 


34. 




ATOM 


1806 


CA GLU 


242 


34. 




ATOM 


1807 


CB GLU 


242 


33. 




ATOM 


1808 


CG GLU 


242 


34. 




ATOM 


1809 


CD GLU 


242 


34. 


15 


ATOM 


1810 


0E1 GLU 


242 


33. 




ATOM 


1811 


0E2 GLU 


242 


35. 




ATOM 


1812 


C GLU 


242 


32. 




ATOM 


1813 


0 GLU 


242 


32. 




ATOM 


1814 


N LEU 


243 


32. 


20 


ATOM 


1815 


CA LEU 


243 


30. 




ATOM 


1816 


CB LEU 


243 


30. 




ATOM 


1817 


CG LEU 


243 


29. 




ATOM 


1818 


CD1 LEU 


243 


27. 




ATOM 


181Q 

10 L J 


CD? TFTI 

\j\Ju JLrJuU 




?Q 


25 


ATOM 


1820 


C LEU 


243 


31. 




ATOM 


1821 


0 LEU 


243 


30. 




ATOM 


1822 


N VAL 


244 


32. 




ATOM 


1823 


CA VAL 


244 


32. 




ATOM 


1824 


CB VAL 


244 


33. 



PCT/JP03/06054 



- 78 








190 


5. 690 


48. Oil 


1 00 33 25 


259 


4. 886 


47. 936 


1 00 33 86 


024 


6 946 

u. u ~ U 


48 414 


1 00 32 52 


702 


7 441 

1 • Jt A 1 


48 753 

T U. 1 O U 


1 00 31 62 


755 


8. 559 


49 811 


1 00 29 14 

1. UU LiU. ll 


339 


8 948 

U. J "U 


50 204 


1 00 31 00 

1. UU 111. UU 


530 


8 107 

O. lu 1 


51 021 

0 1. \Ju I 


1 00 96 87 

1. UU L U. 0 1 


102 


8 010 


47 474 

4 1. HI i 


1 00 33 73 

1. uu 00. 1 0 


048 


9 224 


47 286 


1 00 18 

1. uu O 0. 10 


643 


7 132 

1 . luu 


46 S95 

*±U. U«7U 


1 00 33 33 

1. Uu 00. 00 


075 


7 S72 


4R 394 

40. 064 


1 00 33 fiQ 

1. UU 00. UJ 


788 


fi 364 

U. uU4 


44 431 

44. 40 1 


1 00 31 0 1 . 

1. UU 0 1. Uu 


QR3 


S 4S7 

U. 40 I 


44 999 

44. Luu 


1 00 33 nn 

1. UU OO. UU 


7fi7 


A A^\ 
4. 40 1 


A% 1 1 R 


1 nn 33 

1. UU oo. 4u 


U v/0 


A 1fi9 


AO 77fi 
44. i i 0 


i nn 33 7A 

1. UU oo. 14 


77R 


3 CMfl 
0. iJ4U 


49 RQ9 
44. dou 


1 nn 3c; qr 
1. uu oo. yo 


819 

Oil 


R 437 

0. 40 i 


4R 497 

40. 46 1 


i nn 34 A** 

1. UU 04. 40 




Q Ofil 

u. UU 1 


44 449 

44. 446 


i nn 39 Q9 

1. UU Ou. jL 


199 


8 471 

0. 4 1 1 


4fi 609 

4U. i)\Ju 


1 nn 33 R9 

1. UU OO. Ou 


982 

J L> u 


9 262 

C7. uu u 


46 799 


1 00 36 13 

1. UU OU. 10 


080 

U U U 


8 598 

L>. UU U 


47 844 

1 1 . Oil 


1 00 33 99 

1. UU OO. 3tJ 


168 


7 490 


47 297 


1 00 37 04 

1. uu O I . U1 


999 

V %J %J 


8 096 

\Jm U t/ U 


46 545 


1 00 36 01 

1. UU UU. Ul 


969 


6 560 

u. uuu 


46 384 


1 00 36 49 

1. UU OU. U 


n a a 

290 


10. 700 


47. 199 


l. 00 35. 69 


406 


11. 458 


47. 585 


l. 00 37. 51 


560 


11. 062 


47. 117 


1. 00 37. 53 


992 


12.411 


47. 426 


1. 00 37. 50 


537 


12. 547 


48. 861 


1. 00 36. 75 



WO 03/097824 



PCT/JP03/06054 





ATOM 


1825 




ATOM 


1826 




ATOM 


1827 




ATOM 


1828 


5 


ATOM 


1829 




ATOM 


1830 




ATOM 


1831 




ATOM 


1832 




ATOM 


1833 


10 


ATOM 


1834 




ATOM 


1835 




ATOM 


1836 




ATOM 


1837 




ATOM 


1838 


15 


ATOM 


1839 




ATOM 


1840 




ATOM 


1841 




ATOM 


1842 




ATOM 


1843 


20 


ATOM 


1844 




ATOM 


1845 




ATOM 


1846 




ATOM 


1847 




ATOM 


1848 


25 


ATOM 


1849 




ATOM 


1850 




ATOM 


1851 




ATOM 


1852 




ATOM 


1853 



CGI 


VAL 


244 


CG2 


VAL 


244 


C 


VAL 


244 


0 


VAL 


244 


N 


GLU 


245 


CA 


GLU 


245 


CB 


GLU 


245 


CG 


GLU 


245 


CD 


GLU 


245 


0E1 


GLU 


245 


0E2 


GLU 


245 


C 


GLU 


245 


0 


GLU 


245 


N 


GLY 


246 


CA 


GLY 


246 


C 


GLY 


246 


0 


GLY 


246 


N 


ASP 


247 


CA 


ASP 


247 


CB 


ASP 


247 


CG 


ASP 


247 


0D1 


ASP 


247 


0D2 


ASP 


247 


r 


ASP 


247 


0 


ASP 


247 


N 


GLU 


248 


CA 


GLU 


248 


CB 


GLU 


248 


CG 


GLU 


248 



- 79 - 

33.967 13.990 

32.465 12.160 

34.099 12.727 

35.090 12.003 

33.909 13.802 

34.880 14.232 

34.372 15.487 

34.886 15.636 

34.377 16.893 

33. 192 17. 249 

35.164 17.511 

36.203 14.532 

36. 230 15. 132 

37. 297 14. 107 
38.606 14.349 
39.362 13.066 
38.774 12.056 
40. 675 13. 105 
41.509 11.940 
42.139 11.454 
41.131 10.836 
41.534 10.410 
39.936 10.770 
42.611 12.274 
43.406 11.415 
42.661 13.531 
43.696 13.957 
44. 198 15. 351 
45.670 15.391 



49. 109 1. 00 36. 55 

49. 870 1. 00 37. 02 

46. 446 1. 00 39. 75 

46.361 1.00 39.55 

45. 688 1. 00 42. 16 

44. 695 1. 00 42. 30 
43. 989 1. 00 45. 34 
42. 576 1. 00 48. 54 
41.901 1.00 50.12 

42. 107 1. 00 49. 37 

41. 152 1.00 52.40 
45.378 1.00 41.00 

46. 446 1. 00 42. 20 
44.761 1.00 41.28 

45. 336 1. 00 42. 88 
45.618 1.00 45.38 
45. 997 1. 00 45. 50 
45. 443 1. 00 47. 31 
45. 687 1. 00 49. 13 
44.384 1.00 51.65 

43. 449 1. 00 56. 09 

42. 345 1. 00 58. 83 
43.819 1.00 59.44 
46. 667 1. 00 49. 51 

47. 039 1. 00 49. 57 
47. 086 1. 00 50. 49 
48.011 1.00 50.97 
47. 634 1. 00 54. 71 
47. 259 1. 00 62. 15 
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46.067 14.259 46.317 1.00 66.63 

46. 196 13. 105 46. 788 1. 00 68. 58 

46. 241 14. 520 45. 105 1. 00 68. 21 

43. 222 13. 955 49. 446 1. 00 47. 90 

42. 063 14. 250 49. 726 1. 00 46. 55 

44.133 13.614 50.351 1.00 45.49 

43.799 13.590 51.759 1.00 44.30 

43.138 12.301 52.205 1.00 42.85 

43.257 11.259 51.552 1. 00 42.97 

42.444 12.380 53.335 1.00 41.43 

41.747 11.232 53.897 1.00 39.63 

42.625 10.532 54.931 1.00 40.69 

44.092 10.454 54. 559 1.00 43.91 

44. 903 9. 902 55. 714 1. 00 45. 22 

44. 630 8. 487 55. 940 1. 00 45. 43 
45.040 7.813 57.007 1.00 44.67 

45. 738 8. 426 57. 954 1. 00 46. 95 
44.761 6.524 57.121 1.00 46.99 
40.486 11. 726 54. 580 1. 00 37. 70 
40.430 12.865 55.042 1.00 37.51 
39. 473 10. 867 54. 630 1. 00 35. 10 
38.216 11. 197 55.277 1.00 32.34 
37. 137 11.517 54.242 1.00 33.00 
35.803 11.907 54.868 1.00 31.56 
34.474 12. 160 53. 677 1. 00 37. 84 
35.067 13. 715 52. 885 1. 00 32. 92 
37.764 10.007 56. 121 1.00 32.47 
38. 024 8. 852 55. 777 1. 00 31. 05 
37. 088 10. 292 57. 229 1. 00 30. 16 
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ATOM 


1909 


0 THR 


255 
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. 36. 595 9. 236 58. 092 1. 00 30. 32 
36.364 9.762 59.517 1.00 30.54 

35.601 8.557 60.676 1.00 28.61 

35.292 8.717 57.511 1.00 29.86 

34.422 9.495 57. 114 1.00 29.84 

35. 170 7. 397 57. 438 1. 00 28. 79 

33. 960 6. 776 56. 921 1. 00 27. 69 

34.291 5.761 55.816 1.00 28.07 

33. 033 5. 005 55. 405 1. 00 26. 98 

34. 898 6. 484 54. 624 1. 00 24. 14 
33. 200 6. 069 58. 038 1. 00 28. 79 
33. 801 5.448 58.922 1. 00 31.23 
31. 879 6. 188 58. 000 1. 00 28. 38 
31.003 5.557 58.976 1.00 27.73 
29.834 6.473 59.328 1.00 27.41 
28.803 5.779 60. 181 1.00 31.67 

29. 048 4. 675 60. 677 1. 00 32. 14 
27.643 6.415 60.367 1.00 29.17 

30. 480 4. 295 58. 299 1. 00 27. 41 
29. 575 4. 372 57. 467 1. 00 25. 53 

31. 049 3. 142 58. 654 1. 00 24. 66 
30.662 1.883 58.016 1.00 24.86 
31.501 0.665 58.527 1.00 23.42 
31.071 0.310 59.849 1.00 23.50 

32. 973 0. 982 58. 558 1. 00 23. 88 
29.207 1.488 58. 195 1.00 23.00 
28. 589 0. 984 57. 259 1. 00 24. 38 
28.673 1.710 59.394 1.00 23.70 
27.306 1.305 59.721 1.00 26.37 
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26.271 2.017 58.838 1.00 26.22 
25.974 3.471 59. 204 1. 00 29.32 
25.284 3.644 60.558 1.00 31. 10 
24.489 2.764 60.953 1.00 31.47 
25.523 4.682 61.218 1.00 30.04 

27. 269 -0. 203 59. 458 1. 00 27. 40 
26.369 -0.713 58.782 1.00 26.71 
28.269 -0.912 59.982 1.00 25.98 

28. 335 -2. 356 59. 774 1. 00 24. 56 
29.714 -2.928 60. 180 1.00 21.05 
30. 100 -2.891 61. 653 1.00 17.51 
31.429 -3.026 62. 182 1.00 16. 19 
31.320 -3.077 63.588 1.00 14.42 
32.705 -3. 112 61.597 1.00 16.23 

29. 264 -2. 862 62. 733 1. 00 18. 14 
29.990 -2.977 63.902 1.00 19.95 
32.435 -3.214 64.421 1.00 17.46 
33. 815 -3. 246 62. 424 1. 00 13. 91 
33. 672 -3. 294 63. 822 1. 00 14. 28 
27. 218 -3.091 60. 500 1.00 24.58 
27.067 -4.305 60.352 1.00 24.81 
26.427 -2.354 61.273 1.00 23.21 
25.328 -2.981 61.982 1.00 23. 11 
24. 385 -3.640 60.991 1.00 25.72 
23.758 -4.660 61.285 1.00 28.37 
24. 288 -3. 067 59. 796 1. 00 24. 64 
23. 406 -3. 630 58. 789 1. 00 25. 53 
22.866 -2.519 57.874 1.00 25.11 
24.084 -4.724 57.961 1.00 25.44 
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- 83 - 

23.515 -5.205 56.985 1.00 24.68 

25. 306 -5. 101 58. 329 1. 00 26. 96 

25.995 -6. 175 57. 614 1.00 28. 11 

27. 359 -6. 440 58. 254 1. 00 30. 88 

28. 127 -7. 569 57. 625 1. 00 33. 87 
28. 496 -7. 525 56. 286 1. 00 33. 60 

28. 499 -8. 675 58. 380 1. 00 37. 30 

29. 220 -8. 564 55. 716 1. 00 33. 58 
29. 229 -9. 720 57. 808 1. 00 35. 65 
29. 586 -9. 660 56. 478 1. 00 34. 41 
25. 080 -7. 388 57. 783 1. 00 28. 87 
24. 487 -7. 576 58. 849 1. 00 27. 08 
24. 941 -8. 193 56. 737 1. 00 28. 88 
24. 074 -9. 357 56. 826 1. 00 30. 83 
22.664 -9.092 56.317 1.00 32. 15 
21.905 -10.021 56.043 1.00 34.22 
22.307 -7.822 56. 175 1.00 33.45 
20. 975 -7.456 55. 701 1. 00 35. 91 
20.761 -5.948 55.868 1.00 35.78 
20. 674 -5. 541 57. 323 1. 00 35. 93 
20. 903 -6. 415 58. 182 1. 00 37. 70 
20. 382 -4. 364 57. 615 1. 00 35. 14 

20. 676 -7. 884 54. 262 1. 00 36. 35 
19.546 -7.758 53.799 1.00 37.40 
21.685 -8.380 53.554 1.00 37.07 
21.488 -8.863 52. 189 1.00 37.53 
22.420 -8.155 51.200 1.00 37.00 
22.028 -6.815 50.991 1.00 38. 85 

21. 770 -10. 359 52. 161 1.00 37.06 
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263 


22. 062 


-10. 923 


264 
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-10. 988 


264 


21. 934 


-12.418 


264 


23. 370 


-12. 857 


264 


23. 666 


-14. 050 
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24. 263 


-11.915 
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25. 671 


-12. 237 
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u\JO 


26. 535 
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u U U 
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51. 107 1. 00 36. 90 

53.331 1.00 36.97 

53. 428 1. 00 37. 50 

53. 663 1. 00 38. 59 

53. 573 1. 00 40. 28 
53.961 1.00 37.52 

54. 199 1. 00 36. 34 
54. 438 1. 00 35. 82 
53. 289 1. 00 38. 57 

53. 158 1. 00 39. 55 

54. 173 1. 00 38. 51 
52.031 1.00 43.82 

55. 391 1. 00 36. 38 

55. 425 1. 00 35. 35 

56. 362 1. 00 34. 63 

57. 567 1. 00 35. 02 
58.803 1.00 31.68 

58. 973 1. 00 33. 35 
60. 077 1. 00 32. 52 

59. 294 1. 00 32. 43 
57. 674 1. 00 35. 37 
58.696 1.00 35.21 
56. 627 1. 00 36. 35 
56. 643 1. 00 39. 50 
55. 248 1. 00 42. 21 
54.921 1.00 45.43 
53. 759 1. 00 48. 41 
55.813 1.00 45.57 
57.171 1.00 38.87 
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21. 888 -18. 353 57. 867 1. 00 39. 64 

23. 879 -18. 179 56. 860 1. 00 38. 72 
24.301 -19.502 57.313 1.00 39.91 
25.510 -19.971 56.495 1.00 40.60 

26. 847 -19. 444 56. 976 1. 00 43. 85 
27. 969 -19. 710 55. 981 1. 00 47. 64 
28.013 -19.017 54.941 1.00 49.73 

28. 802 -20. 612 56. 232 1. 00 48. 40 

24. 633 -19. 577 58. 807 1. 00 40. 59 
24.790 -20.667 59.360 1.00 41.43 
24.734 -18.427 59.462 1. 00 39. 17 

25. 070 -18.402 60.882 1.00 37.75 

26. 182 -17. 385 61. 127 1. 00 34. 69 

27. 435 -17. 675 60. 369 1. 00 35. 74 

28. 144 -18. 853 60. 599 1. 00 35. 94 

27. 910 -16. 781 59. 416 1. 00 34. 75 

29. 306 -19. 136 59. 891 1. 00 34. 71 

29. 068 -17. 050 58. 701 1. 00 34. 58 
29. 770 -18. 233 58. 939 1. 00 35. 80 
23. 898 -18. 085 61. 793 1. 00 36. 73 
23. 932 -18. 384 62. 984 1. 00 36. 59 
22.861 -17.480 61.231 1.00 37. 18 
21.696 -17. 107 62.012 1.00 37.71 
20. 712 -16. 332 61. 135 1. 00 36. 52 
21. 264 -15. 036 60. 521 1. 00 37. 18 

20. 299 -14. 516 59.466 1. 00 38. 72 

21. 488 -13. 990 61. 604 1. 00 34. 72 
21.010 -18.312 62.644 1.00 38.27 
20. 794 -19.333 61.995 1.00 39.49 
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- 86 - 

20. 685 -18. 176 63. 924 1. 00 37. 92 

20.010 -19.212 64.693 1.00 38.22 

20. 657 -19. 339 66. 078 1. 00 37. 71 

21. 897 -20. 220 66. 261 1. 00 38. 14 
22.827 -20. Ill 65.075 1.00 39.09 

22. 596 -19. 830 67. 549 1. 00 35. 73 
18. 536 -18. 845 64. 855 1. 00 39. 78 
18.125 -17.721 64.538 1.00 38.05 
17.751 -19.794 65.358 1.00 39.69 
16.322 -19.590 65.575 1.00 41.03 
15.697 -20.842 66.219 1.00 43.64 
16.221 -21. 179 67.627 1.00 47.44 
15. 685 -22. 509 68. 182 1. 00 49. 81 
16.081 -23.580 67.666 1.00 51.29 
14.869 -22.484 69.134 1.00 47.60 
16.084 -18.377 66.466 1.00 39.89 

15. 151 -17. 602 66. 250 1. 00 40. 35 

16. 944 -18. 208 67. 465 1. 00 38. 65 
16.813 -17.095 68.393 1.00 35.97 

17. 829 -17. 238 69. 530 1. 00 35. 50 

18. 008 -18. 658 70. 009 1. 00 34. 45 
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18.281 -21.314 70.830 1.00 35.96 
18. 381 -22. 626 71. 208 1. 00 38. 31 
17.021 -15.763 67.680 1.00 35. 11 
16.404 -14.752 68.031 1.00 34.85 
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16.084 -11.263 68.331 1.00 41.86 

16. 447 -9. 802 68. 497 1. 00 43. 25 

16. 290 -12. 012 69. 647 1. 00 41. 47 

14.363 -10.381 66.761 1.00 40.10 

13. 813 -9. 305 66. 993 1. 00 41. 12 

14. 767 -10. 738 65. 550 1. 00 39. 42 
14. 592 -9. 867 64. 398 1. 00 40. 24 
15.356 -10.434 63. 195 1.00 38.24 

15. 179 -9. 598 61. 943 1. 00 40. 23 
15.260 -8.351 62.043 1.00 39.72 
14. 969 -10. 187 60. 860 1. 00 38. 10 
13. 120 -9. 669 64. 043 1. 00 41. 19 
12.693 -8.545 63.791 1.00 40.82 
12. 347 -10. 754 64. 035 1. 00 43. 34 
10. 922 -10. 688 63. 696 1. 00 46. 81 
10.321 -12.097 63.627 1.00 50.53 
10. 870 -12. 965 62. 496 1. 00 56. 10 
10. 320 -14. 382 62. 523 1. 00 59. 07 
10.336 -15.006 63.607 1.00 60.28 

9.880 -14.876 61.461 1.00 60.79 

10. 086 -9. 840 64. 652 1. 00 47. 25 

9. 048 -9. 303 64. 260 1. 00 46. 34 

10. 535 -9. 722 65. 899 1. 00 46. 87 

9. 809 -8. 948 66. 900 1. 00 47. 53 

9. 769 -9. 708 68. 228 1. 00 49. 98 

9. 043 -10. 919 68. 093 1. 00 52. 36 

10.415 -7.575 67. 129 1. 00 47.33 

9. 909 -6. 788 67. 936 1. 00 45. 86 

11.499 -7. 289 66.416 1. 00 46. 95 
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66. 552 1. 00 46. 75 

65.971 1.00 47.24 

64. 559 1. 00 47. 80 

65. 824 1. 00 45. 65 
65.013 1.00 45.10 

66. 123 1. 00 45. 75 

65. 500 1. 00 45. 70 

66. 354 1. 00 45. 60 
64. 100 1. 00 46. 48 
63. 449 1. 00 48. 61 
63. 633 1. 00 43. 90 
62. 306 1. 00 41. 45 

62. 384 1. 00 40. 08 

63. 289 1. 00 39. 25 

64. 289 1. 00 37. 65 
62. 950 1. 00 37. 96 
61. 655 1. 00 41. 06 
61.318 1.00 40.48 
61.455 1.00 40.23 
61.751 1.00 40.75 
60. 851 1. 00 40. 08 
60. 581 1. 00 40. 52 
61.712 1.00 41.21 
59. 579 1. 00 39. 55 

58. 617 1. 00 40. 95 

59. 576 1. 00 38. 56 
58. 407 1. 00 35. 73 
58. 371 1. 00 35. 10 
57. 500 1. 00 36. 22 



WO 03/097824 



PCT/JP03/06054 





ATOM 


2144 


N GLN 


286 




ATOM 


2145 


CA GLN 


286 




ATOM 


2146 


CB GLN 


286 




ATOM 


2147 


CG GLN 


286 


5 


ATOM 


2148 


CD GLN 


286 




ATOM 


2149 


0E1 GLN 


286 




ATOM 


2150 


NE2 GLN 


286 




ATOM 


2151 


C GLN 


286 




ATOM 


2152 


0 GLN 


286 


10 


ATOM 


2153 


N GLN 


287 




ATOM 


2154 


CA GLN 


287 




ATOM 


2155 


CB GLN 


287 




ATOM 


2156 


CG GLN 


287 




ATOM 


2157 


CD GLN 


287 


15 


ATOM 


2158 


0E1 GLN 


287 




ATOM 


2159 


NE2 GLN 


287 




ATOM 


2160 


C GLN 


287 




ATOM 


2161 


0 GLN 


287 




ATOM 


2162 


N LEU 


288 


20 


ATOM 


2163 


CA LEU 


288 




ATOM 


2164 


CB LEU 


288 




ATOM 


2165 


CG LEU 


288 




ATOM 


2166 


CD1 LEU 


288 




ATOM 


2167 


CD2 LEU 


288 


25 


ATOM 


2168 


C LEU 


288 




ATOM 


2169 


0 LEU 


288 




ATOM 


2170 


N TYR 


289 




ATOM 


2171 


CA TYR 


289 




ATOM 


2172 


CB TYR 


289 



- 90 - 

16. 468 -5. 573 59. 308 1. 00 34. 06 

17. 547 -4. 584 59. 348 1. 00 34. 96 

16. 974 -3. 166 59. 321 1. 00 39. 16 

16. 189 -2. 825 58. 067 1. 00 45. 72 
15.698 -1.384 58.074 1.00 51. 15 
14.816 -1. 018 58.860 1.00 52.21 
16. 276 -0. 555 57. 203 1. 00 50. 85 

18. 439 -4. 719 60. 573 1. 00 33. 59 

17. 993 -5. 157 61. 637 1. 00 33. 18 

19. 701 -4. 334 60. 408 1. 00 32. 85 
20.691 -4.375 61.484 1.00 32.45 

20. 248 -3. 456 62. 636 1. 00 33. 34 
19.955 -1.999 62.251 1.00 31.48 

21. 188 -1. 259 61. 743 1. 00 31. 78 
21.330 -1.010 60.544 1.00 33.25 
22.090 -0. 921 62.652 1. 00 27. 51 

20. 924 -5. 788 62. 032 1. 00 30. 79 

21. 120 -5. 957 63.229 1.00 29.31 
20.921 -6.791 61. 158 1.00 29.33 

21. 101 -8. 181 61.585 1.00 27.53 
20. 940 -9. 129 60. 393 1. 00 28. 13 
19. 599 -9. 090 59. 647 1. 00 29. 14 
19. 390 -10. 418 58. 922 1. 00 27. 60 

18. 453 -8. 844 60. 621 1. 00 27. 42 

22. 418 -8. 476 62. 297 1. 00 27. 92 

22. 438 -9. 184 63. 303 1. 00 28. 24 

23. 520 -7. 946 61. 776 1. 00 27. 17 

24. 819 -8. 153 62. 399 1. 00 24. 83 
25.899 -7.458 61.583 1.00 24.32 
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24.922 -11. 140 66.079 1.00 25. 16 

24.229 -11.746 64.856 1.00 26.25 

25. 274 -12. 190 63. 827 1.00 23.09 

23.359 -12.912 65.297 1.00 24.40 

24. 942 -10. 030 68. 283 1. 00 25. 18 
25.392 -10. 808 69. 120 1.00 23.84 

25. 179 -8. 723 68. 308 1. 00 24. 94 

26. 107 -8. 140 69. 267 1. 00 23. 59 
27. 259 -7. 468 68. 476 1. 00 24. 66 
28. 233 -6.762 69.409 1.00 21.05 
27.952 -8.527 67.618 1.00 24.42 
28. 715 -7. 965 66. 441 1. 00 25. 64 
25. 560 -7. 148 70. 278 1. 00 25. 10 
25. 797 -7. 289 71. 474 1. 00 23. 79 
24.845 -6. 136 69.781 1.00 28.83 
24.302 -5.071 70.615 1.00 26.73 
23.551 -5.379 71.898 1.00 29.79 
22.757 -6.318 71.964 1.00 27.85 
23. 794 -4. 553 72. 918 1. 00 30. 56 
23. 136 -4.722 74.204 1.00 33.01 
21.628 -4.539 74. 144 1.00 34.05 

20. 927 -4. 810 75. 107 1. 00 34. 93 

21. 124 -4. 058 73. 016 1. 00 35. 19 
19.690 -3. 868 72.851 1.00 36.24 
19.419 -2.988 71.626 1.00 38.05 
17. 961 -2. 910 71. 181 1. 00 40. 26 
17. 122 -2. 093 72. 141 1. 00 43. 32 
15. 730 -1. 862 71. 579 1. 00 44.42 
14. 842 -1. 175 72. 562 1. 00 44. 77 
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- 93 - 





ATOM 


2231 


C 


LYS 


296 


19. 045 


-5. 235 


72. 654 


1. 00 


36. 63 




ATOM 


2232 


0 


LYS 


296 


17. 867 


-5. 420 


72. 963 


1. 00 


38.56 




ATOM 


2233 


N 


TYR 


297 


19. 836 


-6. 193 


72. 168 


1. 00 


34.63 




ATOM 


2234 


CA 


TYR 


297 


19. 346 


-7. 539 


71. 890 


1. 00 


33.22 


5 


ATOM 


2235 


CB 


TYR 


297 


19. 487 


-7.810 


70. 389 


1. 00 


34.65 




ATOM 


2236 


CG 


TYR 


297 


19. 073 


-6. 631 


69. 535 


1. 00 


36. 28 




ATOM 


2237 


CD1 TYR 


297 


20. 010 


-5. 677 


69. 125 


1. 00 


34.21 




ATOM 


2238 


CE1 TYR 


297 


19. 622 


-4. 548 


68. 404 


1. 00 


36. 22 




ATOM 


2239 


CD2 TYR 


297 


17. 732 


-6. 431 


69. 195 


1. 00 


34.24 


10 


ATOM 


2240 


CE2 TYR 


297 


17. 330 


-5. 305 


68. 476 


1. 00 


35.71 




ATOM 


2241 


CZ 


TYR 


297 


18. 280 


-4. 368 


68. 082 


1.00 


37. 38 




ATOM 


2242 


OH 


TYR 


297 


17. 887 


-3. 258 


67. 375 


1. 00 


35.33 




ATOM 


2243 


C 


TYR 


297 


19. 968 


-8.713 


72. 670 


1. 00 


33.21 




ATOM 


2244 


o 


TYR 


297 


19. 392 


-9. 800 


72. 716 


1. 00 


33.78 


15 


ATOM 


2245 


N 


MET 


298 


21. 126 


-8. 504 


73. 283 


1. 00 


31. 19 




ATOM 


2246 


CA 


MET 


298 


21. 803 


-9. 576 


74. 005 


1. 00 


30. 16 




ATOM 


2247 


CB 


MET 


298 


23. 075 


-9. 038 


74. 644 


1. 00 


30.05 




ATOM 


2248 


CG 


MET 


298 


23. 957 


-10. 104 


75. 231 


1. 00 


26. 86 




ATOM 


2249 


SD 


MET 


298 


25. 486 


-9. 405 


75. 850 


1. 00 


32.83 


20 


ATOM 


2250 


CE 


MET 


298 


26. 409 


-9. 201 


74. 338 


1. 00 


29.59 




ATOM 


2251 


C 


MET 


298 


20. 963 


-10. 296 


75. 066 


1. 00 


31. 27 




ATOM 


2252 


0 


MET 


298 


20. 882 


-11.529 


75. 077 


1. 00 


29. 78 




ATOM 


2253 


N 


GLY 


299 


20. 353 


-9. 530 


75. 963 


1. 00 


30. 40 




ATOM 


2254 


CA 


GLY 


299 

u u <J 


19 534 


-10 132 


76 998 


i nn 

1. \J\J 


31 32 

U 1. U Lt 


25 


ATOM 


2255 


C 


GLY 


299 


18. 354 


-10. 869 


76. 393 


1. 00 


33.32 




ATOM 


2256 


0 


GLY 


299 


17. 988 


-11. 962 


76. 831 


1. 00 


33. 97 




ATOM 


2257 


N 


GLU 


300 


17.752 


-10. 265 


75. 377 


1.00 


31.78 




ATOM 


2258 


CA 


GLU 


300 


16.617 


-10. 874 


74. 707 


1. 00 


31. 93 




ATOM 


2259 


CB 


GLU 


300 


16. 080 


-9. 937 


73. 621 


1. 00 


29.00 
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ATOM 


2260 


CG 


GLU 


300 




ATOM 


2261 


CD 


GLU 


300 




ATOM 


2262 


0E1 GLU 


300 




ATOM 


2263 


0E2 GLU 


300 


5 


ATOM 


2264 


C 


GLU 


300 




ATOM 


2265 


0 


GLU 


300 




ATOM 


2266 


N 


LEU 


301 




ATOM 


2267 


CA 


LEU 


301 




ATOM 


2268 


CB 


LEU 


301 


10 


ATOM 


2269 


CG 


LEU 


301 




ATOM 


2270 


CD1 LEU 


301 




ATOM 


2271 


CD2 LEU 


301 




ATOM 


2272 


C 


LEU 


301 




ATOM 


2273 


0 


LEU 


301 


15 


ATOM 


2274 


N 


VAL 


302 




ATOM 


2275 


CA 


VAL 


302 




ATOM 


2276 


CB 


VAL 


302 




ATOM 


2277 


CGI VAL 


302 




ATOM 


2278 


CG2 VAL 


302 


20 


ATOM 


2279 


C 


VAL 


302 




ATOM 


2280 


0 


VAL 


302 




ATOM 


2281 


N 


ARG 


303 




ATOM 


2282 


CA 


ARG 


303 




ATOM 


2283 


CB 


ARG 


303 


25 


ATOM 


2284 


CG 


ARG 


303 




ATOM 


2285 


CD 


ARG 


303 




ATOM 


2286 


NE 


ARG 


303 




ATOM 


2287 


CZ 


ARG 


303 




ATOM 


2288 


NH1 ARG 


303 
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14. 877 -10. 486 72. 881 1. 00 32. 60 
13.655 -10.655 73.769 1.00 31. 13 
12.629 -11. 144 73.265 1.00 34.55 
13.714 -10.299 74.963 1.00 33. 16 
17.013 -12.215 74. 092 1.00 30.90 
16.225 -13. 156 74. 090 1.00 32.89 
18.234 -12.301 73.570 1.00 31. 16 
18.714 -13.546 72.973 1.00 28.93 
20. 085 -13. 339 72. 325 1. 00 24. 69 

20. 152 -12.667 70.952 1.00 24. 17 

21. 607 -12. 326 70. 628 1. 00 23. 70 
19. 560 -13. 598 69. 886 1. 00 23. 13 
18.814 -14. 616 74.056 1.00 29.42 
18.408 -15.761 73.853 1.00 32.03 

19. 365 -14. 239 75. 204 1. 00 28. 73 
19.505 -15. 164 76.317 1.00 29.42 

20. 265 -14. 510 77.497 1. 00 26. 51 

20. 172 -15. 395 78. 740 1. 00 25. 63 

21. 731 -14. 301 77. 117 1.00 25.98 
18. 127 -15.624 76.795 1.00 31.88 
17.934 -16.795 77. 112 1.00 32. 71 
17. 171 -14. 703 76. 835 1.00 32. 91 

15. 818 -15. 039 77. 270 1. 00 36. 08 
14. 910 -13. 802 77. 250 1. 00 35. 86 
13. 524 -14. 055 77. 847 1. 00 36. 97 
12. 660 -12. 802 77. 833 1. 00 39. 15 
12. 105 -12.529 76.511 1.00 41.95 
11. 090 -13. 197 75. 968 1.00 43. 84 
10.502 -14. 182 76.631 1.00 42.47 
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ATOM 


2289 


NH2 ARG 


303 




ATOM 


2290 


C ARG 


303 




ATOM 


2291 


0 ARG 


303 




ATOM 


2292 


N LEU 


304 


5 


ATOM 


2293 


CA LEU 


304 




ATOM 


2294 


CB LEU 


304 




ATOM 


2295 


CG LEU 


304 




ATOM 


2296 


CD1 LEU 


304 




ATOM 


2297 


CD2 LEU 


304 


10 


ATOM 


2298 


C LEU 


304 




ATOM 


2299 


0 LEU 


304 




ATOM 


2300 


N VAL 


305 




ATOM 


2301 


CA VAL 


305 




ATOM 


2302 


CB VAL 


305 


15 


ATOM 


2303 


CGI VAL 


305 




ATOM 


.2304 


CG2 VAL 


305 




ATOM 


2305 


C VAL 


305 




ATOM 


2306 


0 VAL 


305 




ATOM 


2307 


N LEU 


306 


20 


ATOM 


2308 


CA LEU 


306 




ATOM 


2309 


CB LEU 


306 




ATOM 


2310 


CG LEU 


306 




ATOM 


2311 


CD1 LEU 


306 




ATOM 


2312 


CD2 LEU 


306 


25 


ATOM 


2313 


C LEU 


306 




ATOM 


2314 


0 LEU 


306 




ATOM 


2315 


N LEU 


307 




ATOM 


2316 


CA LEU 


307 




ATOM 


2317 


CB LEU 


307 
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10. 666 -12. 885 74. 750 1. 00 43. 86 

15.215 -16. 110 76.373 1.00 36.97 

14.554 -17.032 76.851 1.00 37.22 

15.432 -15.970 75.068 1.00 37.86 

14. 914 -16. 924 74. 103 1. 00 37. 63 

15. 113 -16.387 72.687 1.00 38.69 

13. 944 -15. 590 72. 104 1. 00 40. 35 
13.486 -14.516 73.062 1.00 40.85 

14. 378 '-14. 986 70. 785 1. 00 42. 07 

15. 602 -18. 272 74. 262 1. 00 37. 69 
14. 978 -19. 324 74. 120 1. 00 38. 84 

16. 893 -18. 238 74. 558 1. 00 36. 28 

17. 647 -19.466 74. 753 1. 00 34. 31 
19. 148 -19. 184 74. 908 1. 00 32. 24 
19. 868 -20. 438 75. 390 1. 00 28. 85 
19.717 -18.713 73.578 1.00 29.80 

17. 153 -20. 158 76. 012 1. 00 35. 48 
17.079 -21.389 76.070 1.00 34.47 
16.820 -19.362 77.023 1.00 34. 14 
16.328 -19.921 78.273 1.00 35.52 
16. 257 -18. 841 79. 353 1. 00 32. 11 
17.601 -18.289 79.829 1.00 32.53 
17.359 -17.326. 80. 964 1.00 33.54 

18. 515 -19.420 80. 287 1.00 30. 60 
14. 948 -20. 532 78. 049 1. 00 37. 53 
14. 637 -21. 608 78. 566 1.00 33. 87 
14. 129 -19. 850 77. 257 1. 00 39. 39 
12.787 -20.336 76.971 1.00 41.43 
12.011 -19.296 76. 165 1.00 40.84 
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ATOM 


2318 


CG 


LEU 


307 




ATOM 


2319 


CD1 LEU 


307 




ATOM 


2320 


CD2 LEU 


307 




ATOM 


2321 


C 


LEU 


307 


5 


ATOM 


2322 


0 


LEU 


307 




ATOM 


2323 


N 


ARG 


308 




ATOM 


2324 


CA 


ARG 


308 




ATOM 


2325 


CB 


ARG 


308 




ATOM 


2326 


CG 


ARG 


308 


10 


ATOM 


2327 


CD 


ARG 


308 




ATOM 


2328 


NE 


ARG 


308 




ATOM 


2329 


CZ 


ARG 


308 




ATOM 


2330 


NH1 ARG 


308 




ATOM 


2331 


NH2 ARG 


308 


15 


ATOM 


2332 


C 


ARG 


308 




ATOM 


2333 


0 


ARG 


308 




ATOM 


2334 


N 


LEU 


309 




ATOM 


2335 


CA 


LEU 


309 




ATOM 


2336 


CB 


LEU 


309 


20 


ATOM 


2337 


CG 


LEU 


309 




ATOM 


2338 


CD1 LEU 


309 




ATOM 


2339 


CD2 LEU 


309 




ATOM 


2340 


C 


LEU 


309 




ATOM 


2341 


0 


LEU 


309 


25 


ATOM 


2342 


N 


VAL 


310 




ATOM 


2343 


CA 


VAL 


310 




ATOM 


2344 


CB 


VAL 


310 




ATOM 


2345 


CGI VAL 


310 




ATOM 


2346 


CG2 VAL 


310 
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10. 932 -18, 527 76. 935 1. 00 43. 43 

11.389 -18.243 78.356 1.00 43.36 

10. 610 -17. 233 76. 197 1. 00 41. 75 

12.802 -21.674 76.239 1.00 42.39 

11.974 -22.537 76.514 1.00 42.90 

13.729 -21.860 75.306 1.00 42.02 

13.771 -23. 132 74.605 1.00 42.88 

14.765 -23. 125 73.445 1.00 43.55 

14. 891 -24.514 72.837 1.00 47.00 

15.908 -24.626 71.729 1.00 49.25 

16.079 -26.026 71.349 1.00 52. 10 

16.915 -26.456 70.410 1.00 52.45 

17. 663 -25.591 69.739 1.00 54.77 
17.016 -27.756 70.154 1.00 51.73 

14. 181 -24.222 75.582 1.00 43.27 
13. 654 -25. 333 75. 540 1. 00 42. 09 

15. 135 -23.895 76.452 1.00 42. 54 
15.627 -24.837 77.447 1.00 42.29 

16. 771 -24. 207 78.248 1.00 40. 55 

18. 193 -24. 656 77. 886 1. 00 39. 65 
18.313 -24.973 76.416 1.00 38.56 

19. 171 -23. 569 78.284 1. 00 37. 67 
14.515 -25.302 78.379 1.00 42.66 
14. 509 -26. 450 78. 818 1. 00 41. 33 
13. 570 -24. 416 78. 676 1. 00 44. 27 
12.464 -24. 789 79.543 1.00 46.40 
11.711 -23.546 80. Ill 1.00 46.06 
12. 682 -22. 613 80. 807 1. 00 45. 43 
10. 976 -22. 825 79. 014 1. 00 48. 29 
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ATOM 


2347 


C VAL 


310 




ATOM 


2348 


0 VAL 


310 




ATOM 


2349 


N ASP 


311 




ATOM 


2350 


CA ASP 


311 


5 


ATOM 


2351 


CB ASP 


311 




ATOM 


2352 


CG ASP 


311 




ATOM 


2353 


0D1 ASP 


311 




ATOM 


2354 


0D2 ASP 


311 




ATOM 


2355 


C ASP 


311 


10 


ATOM 


2356 


0 ASP 


311 




ATOM 


2357 


N GLU 


312 




ATOM 


2358 


CA GLU 


312 




ATOM 


2359 


CB GLU 


312 




ATOM 


2360 


CG GLU 


312 


15 


ATOM 


2361 


CD GLU 


312 




ATOM 


2362 


0E1 GLU 


312 




ATOM 


2363 


0E2 GLU 


312 




ATOM 


• 2364 


C GLU 


312 




ATOM 


2365 


0 GLU 


312 


20 


ATOM 


2366 


N ASN 


313 




ATOM 


2367 


CA ASN 


313 




ATOM 


2368 


CB ASN 


313 




ATOM 


2369 


CG ASN 


313 




ATOM 


2370 


0D1 ASN 


313 


25 


ATOM 


2371 


ND2 ASN 


313 




ATOM 


2372 


C ASN 


313 




ATOM 


2373 


0 ASN 


313 




ATOM 


2374 


N LEU 


314 




ATOM 


2375 


CA LEU 


314 
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11.479 -25.666 78.769 1.00 48.00 

10.952 -26.638 79.311 1.00 47.71 

11. 242 -25.333 77. 501 1. 00 49. 58 
10.313 -26.104 76.683 1.00 52. 37 

9. 978 -25. 365 75. 382 1. 00 54. 70 

9.318 -24.014 75.626 1.00 58.89 

8. 742 -23. 808 76. 719 1. 00 60. 74 

9.364 -23. 158 74.713 1.00 60.54 

10. 872 -27. 485 76. 365 1. 00 52. 35 

10. 131 -28. 388 75. 982 1. 00 55. 07 

12. 180 -27.642 76.515 1.00 51.23 
12.828 -28.926 76.279 1.00 51. 12 
14. 277 -28. 729 75. 834 1. 00 52. 62 
14.445 -28. 141 74.448 1.00 57. 13 
14. 187 -29. 153 73. 358 1. 00 58. 40 
14. 831 -30. 222 73. 385 1. 00 59. 31 

13. 346 -28. 879 72. 476 1. 00 60. 41 
12.810 -29.660 77.611 1.00 50.76 

13. 292 -30. 787 77. 720 1. 00 50. 64 
12. 265 -28. 989 78. 624 1. 00 50. 08 
12. 154 -29.533 79.974 1. 00 51.37 
11.428 -30.886 79. 932 1.00 53.51 
10.846 -31.275 81.271 1.00 55.73 
10.011 -30.560 81.824 1.00 58.95 
11.281 -32.415 81.803 1.00 59. 16 
13. 524 -29. 693 80. 635 1. 00 50. 00 
13.733 -30.595 81.447 1.00 50.40 

14. 449 -28. 799 80. 296 1. 00 48. 35 

15. 805 -28. 843 80. 835 1. 00 45. 12 
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ATOM 


2376 


CB LEU 


314 




ATOM 


2377 


CG LEU 


314 




ATOM 


2378 


CD1 LEU 


314 




ATOM 


2379 


CD2 LEU 


314 


5 


ATOM 


2380 


C LEU 


314 




ATOM 


2381 


0 LEU 


314 




ATOM 


2382 


N LEU 


315 




ATOM 


2383 


CA LEU 


315 




ATOM 


2384 


CB LEU 


315 


10 


ATOM 


2385 


CG LEU 


315 




ATOM 


2386 


CD1 LEU 


315 




ATOM 


2387 


CD2 LEU 


315 




ATOM 


2388 


C LEU 


315 




ATOM 


2389 


0 LEU 


315 


15 


ATOM 


2390 


N PHE 


316 




ATOM 


2391 


CA PHE 


316 




ATOM 


2392 


CB PHE 


316 




ATOM 


2393 


CG PHE 


316 




ATOM 


2394 


CD1 PHE 


316 


20 


ATOM 


2395 


CD2 PHE 


316 




ATOM 


2396 


CE1 PHE 


316 




ATOM 


2397 


CE2 PHE 


316 




ATOM 


2398 


CZ PHE 


316 




ATOM 


2399 


C PHE 


316 


25 


ATOM 


2400 


0 PHE 


316 




ATOM 


2401 


N HIS 


317 




ATOM 


2402 


CA HIS 


317 




ATOM 


2403 


CB HIS 


317 




ATOM 


2404 


CG HIS 


317 



- 98 - 

16.819 -28.785 79.688 1.00 44.25 

16. 759 -29.872 78. 611 1.00 45.98 

17. 619 -29.465 77.416 1.00 43.63 

17.232 -31.201 79. 196 1.00 45.09 

16. 119 -27.724 81. 829 1.00 43.38 

17. 180 -27. 732 82. 449 1. 00 41. 90 
15. 211 -26.765 81. 982 1.00 41.74 
15. 446 -25. 645 82. 899 1. 00 42. 39 
15. 907 -24.407 82. 116 1.00 40. 17 
17.243 -23.721 82.428 1.00 39.81 
17.262 -22.383 81. 689 1.00 41.89 
17.421 -23.482 83. 920 1.00 37.58 

14. 198 -25.278 83. 694 1.00 42.28 
13. 103 -25.214 83. 144 1.00 40.83 
14.377 -25.021 84.986 1.00 43.70 
13. 271 -24.648 85. 863 1. 00 46.70 
12.717 -23.278 85.459 1.00 47.06 

13. 776 -22. 247 85. 187 1. 00 47. 07 
14.824 -22.051 86.082 1.00 47.24 
13.722 -21.467 84.037 1.00 47.25 

15. 803 -21.094 85. 835 1. 00 46. 12 

14. 695 -20. 507 83. 782 1. 00 47. 70 
15.738 -20.321 84.683 1.00 47.68 
12. 131 -25.672 85.857 1.00 48.45 
10. 960 -25. 306 85. 967 1. 00 48. 86 
12. 473 -26. 950 85. 725 1. 00 50. 80 
11.469 -28.009 85. 712 1. 00 53.83 
10.655 -27.986 87.010 1.00 57.67 
11.496 -27.985 88.246 1.00 61. 10 



WO 03/097824 



PCT/JP03/06054 



ATOM 


2405 


CD2 HIS 


ATOM 


2406 


ND1 HIS 


ATOM 


2407 


CE1 HIS 


ATOM 


2408 


NE2 HIS 


ATOM 


2409 


C 


HIS 


ATOM 


2410 


0 


HIS 


ATOM 


2411 


N 


GLY 


ATOM 


2412 


CA 


GLY 


ATOM 


2413 


C 


GLY 


ATOM 


2414 


0 


GLY 


ATOM 


2415 


N 


GLU 


ATOM 


2416 


CA 


GLU 


ATOM 


2417 


CB 


GLU 


ATOM 


2418 


CG 


GLU 


ATOM 


2419 


CD 


GLU 


ATOM 


2420 


0E1-GLU 


ATOM 


2421 


0E2 


GLU 


ATOM 


2422 


C 


GLU 


ATOM 


2423 


0 


GLU 


ATOM 


2424 


N 


ALA 


ATOM 


2425 


CA 


ALA 


ATOM 


2426 


CB 


ALA 


ATOM 


2427 


C 


ALA 


ATOM 


2428 


0 


ALA 


ATOM 


2429 


N 


SER 


ATOM 


2430 


CA 


SER 


ATOM 


2431 


CB 


SER 


ATOM 


2432 


OG 


SER 


ATOM 


2433 


C 


SER 
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317 


11. 558 


-27. 116 


317 


12. 430 


-28. 965 


317 


13. 032 


-28. 699 


317 


12.521 


-27. 582 


317 


10.521 


-27. 859 


317 


9. 429 


-28. 425 


318 


10. 939 


-27. 090 


318 


10. 113 


-26. 881 


318 


8. 940 


-25. 958 


318 


7. 939 


-25. 999 


319 


9. 073 


-25. 110 


319 


8.014 


-24. 182 


319 


7. 510 


-24. 544 


319 


6. 145 


-23. 998 


319 


5. 590 


-24. 664 


319 


6. 206 


-24. 527 


319 


4. 540 


-25. 335 


319 


8. 538 


-22. 748 


319 


9. 278 


-22. 324 


320 


8. 145 


-22. 006 


320 


8. 585 


-20. 630 


320 


8. 609 


-20. 265 


320 


7. 708 


-19. 649 


320 


6. 487 


-19. 789 


321 


8. 344 • 


-18. 648 


321 


7. 644 ■ 


-17. 625 


321 


8. 649 • 


-16. 808 


321 


8.013 - 


-15. 725 


321 


6. 853 • 


-16. 689 



89. 282 1. 00 63. 07 

88. 509 1. 00 62. 35 

89. 655 1. 00 64. 77 

90. 144 1. 00 65. 99 
84. 534 1. 00 53. 57 

84. 537 1. 00 53. 60 
83. 534 1. 00 52. 50 
82. 358 1. 00 51. 83 

82. 615 1. 00 51. 72 

81. 904 1. 00 50. 88 

83. 627 1. 00 53. 43 
83. 996 1. 00 55. 73 

85. 392 1. 00 58. 85 

85. 761 1. 00 63. 60 

87. 016 1. 00 66. 32 

88. 100 1. 00 65. 47 

86. 913 1. 00 67.45 

83. 966 1. 00 55. 18 

84. 851 1. 00 55. 23 

82. 938 1. 00 55. 14 

82. 780 1. 00 55. 95 
81. 304 1. 00 55. 13 

83. 544 1. 00 56. 88 
83. 584 1. 00 58. 58 

84. 141 1. 00 57. 00 

84. 902 1. 00 56. 57 

85. 705 1. 00 56. 74 
86.349 1.00 57.41 
83.995 1.00 58.61 
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- 100 - 

7.054 -16.665 82.783 1.00.58.41 

5.955 -15.914 84.595 1.00 60.41 

5. 133 -14. 960 83. 858 1. 00 62. 09 
4. 171 -14. 254 84. 819 1. 00 65. 34 
3. 185 -13. 299 84. 165 1. 00 69. 70 
2.075 -14.020 83.418 1. OO 73. 68 
1.379 -14.851 84.046 1.00 74.78 
1. 896 -13. 751 82. 208 1. 00 75. 02 

6. 047 -13. 929 83. 204 1. 00 61. 24 
5.913 -13. 612 82.022 1.00 60.81 
6.987 -13.420 83.991 1.00 60.42 
7.935 -12.422 83.521 1.00 58.63 
8.729 -11. 863 84.700 1.00 59.77 

7. 902 -11. 039 85.658 1.00 61.20 

8. 690 -10. 608 86. 873 1. 00 63. 03 

9. 672 -9. 866 86. 767 1. 00 63. 70 
8.266 -11.074 88.044 1.00 64.05 

8. 904 -12. 955 82. 478 1. 00 56. 96 
9.244 -12.255 81.526 1.00 56.89 
9.351 -14. 190 82.652 1.00 53.93 

10.298 -14.763 81.713 1.00 52.62 

10.745 -16. 151 82. 180 1.00 51.22 

11. 830 -16. 826 81. 334 1. 00 50. 58 
13.076 -15. 952 81.299 1.00 49.50 

12. 160 -18. 192 81. 909 1. 00 49. 35 

9. 730 -14. 855 80. 306 1. 00 52. 38 
10. 485 -14. 870 79. 337 1. 00 51. 83 

8. 405 -14. 902 80. 193 1. 00 52. 63 

7. 759 -15. 015 78. 887 1. 00 53. 00 
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PCT/JP03/06054 

- 101 - 

6. 477 -15. 848 79. 000 1. 00 54. 77 
6. 585 -17. 005 79. 985 1. 00 58. 57 
6.013 -18.330 79.458 1.00 60.34 
6.881 -18.961 78.464 1.00 62.28 

6. 953 -20. 273 78. 249 1. 00 62. 81 
6. 208 -21. 109 78. 963 1. 00 62. 98 
7.769 -20.752 77.317 1.00 62.50 

7. 430 -13. 663 78. 266 1. 00 52. 20 
6.835 -13.595 77. 194 1.00 51.65 
7.820 -12.589 78.940 1.00 51.52 
7.562 -11.248 78.438 1.00 53.54 
7.031 -10.343 79.570 1.00 54.40 
8.068 -10. 120 80.534 1.00 56.68 
5.858 -11.012 80.274 1.00 53.00 

8. 853 -10. 655 77. 850 1. 00 54. 00 
9.891 -10.626 78.515 1.00 53.48 
8.782 -10. 191 76.604 1.00 54.30 

9. 948 -9. 628 75. 923 1. 00 55. 25 
9. 568 -9. 074 74. 550 1. 00 58. 73 
9.050 -10. 101 73.572 1.00 62.94 
9. 189 -9. 599 72. 143 1. 00 66. 63 
8. 462 -10. 454 71. 213 1. 00 70. 25 
7. 136 -10. 522 71. 154 1.00 72. 29 
6.399 -9.778 71.969 1.00 72.86 
6.546 -11.338 70.288 1.00 73.24 

10. 660 -8. 529 76. 688 1. 00 53. 79 
10. 027 -7. 690 77. 326 1. 00 55. 10 
11.986 -8.535 76.604 1.00 50.97 
12. 773 -7. 520 77. 276 1. 00 50. 03 



WO 03/097824 



PCT/JP03/06054 



- 102 - 





ATOM 


2492 


C 


GLY 


328 


12. 922 


-7.715 


78. 770 


1. 00 49. 36 




ATOM 


2493 


0 


GLY 


328 


13. 622 


-6. 942 


79. 426 


1. 00 49. 68 




ATOM 


2494 


N 


ALA 


329 


12. 274 


-8. 740 


79. 315 


1. 00 47. 47 




ATOM 


2495 


CA 


ALA 


329 


12. 354 


-9. 007 


80. 749 


1. 00 46. 93 


5 


ATOM 


2496 


CB 


ALA 


329 


11. 468 


-10. 184 


81. 115 


1. 00 48. 23 




ATOM 


2497 


c 


ALA 


329 


13. 786 


-9. 287 


81. 173 


1. 00 45. 48 




ATOM 


2498 


0 


ALA 


329 


14. 247 


-8. 794 


82 203 


1 00 44 91 




ATOM 


2499 


N 


PHE 


330 


14. 490 


-10. 088 


80 383 

KJ U» UUU 


1 00 43 75 

1. UU iUi 1 u 




ATOM 


2500 


CA 


PHE 


330 


15. 870 


-10 392 

X U. uuu 


80 710 

U \Jm I 1 U 


1 00 42 95 

1. UU Tt«. UU 


10 


ATOM 


2501 


CB 


PHE 


330 


16 271 

X u. Ul 1 


-11 760 

11« 1 uu 


80 156 

u u. i u u 


1 00 39 40 

1. UU UU. TV 




ATOM 


2502 

U U U u 


CG 

uu 


PHE 

1 XXXj 


330 

U UU 


17 478 


-12 350 

16. UUU 


80 829 


1 00 36 90 

1. UU UU. UU 




ATOM 


2503 


CD1 


PHE 


330 

u U U 


18 761 

1 U. I U 1 


-11 985 

1 1 • vJ u u 


80 436 

LIU. 1UU 


1 00 35 73 

1. UU U U« 1 u 




ATOM 


2504 


CD2 


PHE 


330 


17. 330 


-13. 241 


81 893 

U X • uuu 


1 00 35 23 

X. UU UU. £j U 




ATOM 


2505 


CE1 


PHE 


330 


19. 878 


-12 496 

X U» 1 %J U 


81 093 

U 1 > uuu 


1 00 33 48 

1. UU UU. 1U 


15 


ATOM 


2506 


CE2 


PHE 


330 


18. 443 


-13 759 

1 U. 1 KJ \J 


82 558 

Uu. UUU 


1 00 31 61 

X. UU Ul. ux 




ATOM 


2507 

U U U 1 


CZ 


PHF 


330 


19 71fi 

i U» 1 1U 


-13 387 

X U. UU 1 


82 160 


1 00 33 39 

1. UU uu. uu 




ATOM 


2508 

U U U U 


c 


PHE 


330 


16 752 

1 U. 1 U u 


-9 292 


80 130 

u u. luu 


1 00 43 51 

1. UU TU. U X 




ATOM 


2509 


o 


PHE 

X XXXJ 


330 

uuu 


17 202 

1 1 * u U Li 


-9 373 

U» Ul u 


78 986 


1 00 44 11 

1 . UU *T*1. 1 1 




ATOM 


2510 


N 


GLU 


331 


16 962 

X U» <J U Lt 


-8 254 

u. ou^ 


80 935 

UUi uuu 


1 00 43 95 

1. UU TU. UU 


20 


ATOM 


2511 


CA 


GLU 


331 


17. 777 


-7. 099 


80 569 

u u» uuu 


1 00 43 11 

X. UU TO. X X 




ATOM 


2512 


CB 


GLU 


331 


17. 767 


-6. 068 


81. 697 


1. 00 46. 19 




ATOM 


2513 


CG 


GLU 


331 


16. 393 


-5. 551 


82. 092 


1. 00 50. 13 




ATOM 


2514 


CD 


GLU 


331 


16. 458 


-4. 651 


83. 316 


1. 00 53. 54 






9G 1 G 
ZD ID 




f T II 


001 


1 7 QO/1 


_Q 7 A C 

o. f 40 


oo. o4o 


1 nn n*3 
1. UU DO. Uo 


25 


ATOM 


2516 


0E2 


GLU 


331 


15. 646 


-4. 846 


84. 247 


1. 00 53. 56 




ATOM 


2517 


C 


GLU 


331 


19.216 


-7.511 


80. 310 


1. 00 42. 02 




ATOM 


2518 


0 


GLU 


331 


19. 742 


-8.411 


80. 968 


1. 00 42. 05 




ATOM 


2519 


N 


THR 


332 


19. 855 


-6. 830 


79. 365 


1. 00 39. 23 




ATOM 


2520 


CA 


THR 


332 


21. 235 


-7. 122 


79. 017 


1. 00 36. 08 



WO 03/097824 



PCT/JP03/06054 





ATOM 


2521 


CB 


THR 


332 




ATOM 


2522 


0G1 THR 


332 




ATOM 


2523 


CG2 THR 


332 




ATOM 


2524 


C 


THR 


332 


5 


ATOM 


2525 


0 


THR 


332 




ATOM 


2526 


N 


ARG 


333 




ATOM 


2527 


CA 


ARG 


333 




ATOM 


2528 


CB 


ARG 


333 




ATOM 


2529 


CG 


ARG 


333 


10 


ATOM 


2530 


CD 


ARG 


333 




ATOM 


2531 


NE 


ARG 


333 




ATOM 


2532 


CZ 


ARG 


333 




ATOM 


2533 


NH1 ARG 


333 




ATOM 


2534 


NH2 ARG 


333 


15 


ATOM 


2535 


C 


ARG 


333 




ATOM 


2536 


0 


ARG 


333 




ATOM 


2537 


N 


PHE 


334 




ATOM 


2538 


CA 


PHE 


334 




ATOM 


2539 


CB 


PHE 


334 


20 


ATOM 


2540 


CG 


PHE 


334 




ATOM 


2541 


CD1 PHE 


334 




ATOM 


2542 


CD2 PHE 


334 




ATOM 


2543 


CE1 PHE 


334 




ATOM 


2544 


CE2 PHE 


334 


25 


ATOM 


2545 


CZ 


PHE 


334 




ATOM 


2546 


C 


PHE 


334 




ATOM 


2547 


0 


PHE 


334 




ATOM 


2548 


N 


VAL 


335 




ATOM 


2549 


CA 


VAL 


335 



- 103 - 

21.713 -6. 200 77.869 1.00 36.47 

21. 297 -6. 762 76. 618 1. 00 33. 61 
23.235 -6.030 77.884 1. 00 31.36 

22. 159 -6. 987 80. 219 1. 00 35. 73 

23. 209 -7. 634 80. 280 1. 00 35. 30 
21.782 -6. 151 81. 180 1. 00 34. 21 
22. 632 -6. 003 82. 353 1. 00 34. 18 
22.211 -4.786 83. 193 1.00 36.60 
20. 830 -4. 854 83. 835 1. 00 39. 58 
20.488 -3. 518 84. 520 1. 00 42. 78 
19.264 -3.590 85.316 1.00 45.29 

19. 205 -4. 039 86. 567 1. 00 47. 32 

20. 305 -4. 455 87. 182 1. 00 49. 55 

18. 042 -4. 080 87. 205 1. 00 48. 70 
22.609 -7.298 83. 181 1.00 31.65 
23. 584 -7. 625 83. 863 1. 00 31. 61 
21.513 -8.049 83. 105 1.00 31.01 
21.431 -9. 317 83. 835 1. 00 30. 67 
20. 048 -9. 967 83. 678 1. 00 30. 39 
18.923 -9.210 84.330 1.00 30.58 

19. 170 -8.214 85.269 1.00 29.37 
17.600 -9.522 84.019 1.00 31.94 
18.113 -7.539 85.891 1.00 31.67 
16.535 -8.851 84.636 1.00 32.25 
16.796 -7.857 85.575 1.00 28.89 

22. 496 -10. 287 83. 295 1. 00 30. 73 

23. 136 -11.016 84. 064 1. 00 30. 77 
22. 685 -10. 290 81. 973 1. 00 29. 44 
23.672 -11. 165 81.350 1.00 30.61 
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- 104 - 

23.777 -10.921 79.831 1.00 30.75 

24.774 -11. 898 79. 216 1.00 32.48 

22.424 -11. 078 79. 181 1.00 29. 80 

25.041 -10.904 81.964 1.00 31.64 

25.759 -11.830 82.356 1.00 31.87 

25. 382 -9. 623 82. 048 1. 00 33. 23 
26.655 -9. 173 82.593 1.00 32.42 

26. 778 -7. 660 82. 384 1. 00 33. 94 
28. 080 -7. 204 82. 682 1. 00 38. 27 

26. 793 -9. 524 84. 078 1. 00 32. 82 

27. 863 -9. 917 84. 529 1. 00 33. 76 
25.711 -9.389 84.839 1.00 32.64 
25. 753 -9. 715 86. 260 1. 00 34. 83 
24. 480 -9. 233 86. 958 1. 00 37. 43 

24. 339 -7. 721 86. 972 1. 00 42. 29 
22.984 -7.260 87.471 1.00 44.59 
22. 710 -6. 062 87. 525 1. 00 46. 49 
22. 128 -8. 209 87. 835 1. 00 43. 79 
25.899 -11.217 86.447 1.00 33.66 
26.663 -11. 674 87.297 1.00 35.28 

25. 159 -11.983 85.655 1.00 31. 29 
25.236 -13.432 85.743 1.00 29.21 
24. 326 -14. 102 84. 690 1. 00 28. 27 
24.687 -15.571 84.525 1.00 27. 17 
22. 877 -13. 984 85. 129 1. 00 26. 99 

26. 678 -13. 877 85. 547 1. 00 27. 35 

27. 176 -14. 722 86. 284 1. 00 26. 69 
27.361 -13.283 84.576 1.00 27.29 

28. 747 -13. 657 84. 314 1. 00 27. 15 
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- 105 - 

29. 136 -13. 303 

28. 404 -14. 185 
28. 942 -14. 063 

30. 121 -14.414 

28. 179 -13. 619 

29. 749 -13. 085 

30. 940 -13. 345 

29. 264 -12. 320 

30. 140 -11. 763 
29. 741 -10. 323 
29. 800 -9.485 
30.029 -12.615 
30.811 -12.448 

29. 042 -13.511 
28. 812 -14. 387 
27. 808 -15. 490 
27. 296 -16. 227 

26. 289 -15. 778 

27. 918 -17. 247 

30. 137 -15. 003 
30. 853 -15. 564 

30. 466 -14. 886 

31. 729 -15.405 

32. 013 -14. 836 
31.012 -15. 304 
31. 972 -13.316 

31. 780 -16. 929 

32. 853 -17.514 
30. 625 -17. 568 



82.871 1.00 27.02 

81.843 1.00 30. 73 

80. 425 1. 00 30. 33 

80. 185 1. 00 34. 73 

79. 548 1. 00 29. 50 

85.311 1.00 26.93 

85. 209 1. 00 27. 69 
86.285 1.00 27.55 
87.318 1.00 28.61 

87. 667 1. 00 29. 40 

86. 528 1. 00 35. 97 

88. 583 1. 00 27. 94 

89. 526 1. 00 24. 04 

88. 600 1. 00 28. 02 

89. 748 1. 00 29. 66 

89. 393 1. 00 30. 94 
90.620 1.00 33. 11 
91.217 1.00 28.78 
90.991 1.00 32.82 

90. 163 1. 00 30. 38 
89. 342 1. 00 30. 59 
91.443 1.00 33. 59 
91.953 1.00 37.01 

93. 350 1. 00 38. 81 

94. 265 1. 00 43. 90 
93. 317 1. 00 35. 79 
92. 027 1. 00 37. 87 
92. 191 1.00 39.64 
91.894 1.00 36.81 
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26.564 -25.251 88.466 1.00 35.21 

24.405 -22.886 84.810 1.00 30.41 

25. 166 -22.407 83.966 1.00 31.73 
23.225 -23.408 84.514 1.00 29. 17 
22. 739 -23. 462 83. 148 1. 00 30. 58 
21.456 -24.318 83.058 1.00 30.61 
20.779 -24. 118 81.712 1.00 28. 15 
21. 808 -25. 797 83. 261 1. 00 33. 09 
20. 577 -26. 702 83. 405 1. 00 32. 69 
22. 462 -22. 066 82. 576 1. 00 29. 08 
22.729 -21.815 81.405 1.00 28.78 
21.906 -21. 170 83.386 1.00 27.52 
21.632 -19.817 82.910 1.00 27.71 
20.803 -19.021 83.943 1.00 26.66 
20.812 -17.531 83.609 1.00 24.57 
19. 373 -19. 535 83. 928 1. 00 26. 09 

22. 979 -19. 143 82. 643 1. 00 28. 05 

23. 144 -18.409 81. 670 1.00 28.53 
23. 940 -19. 436 83. 508 1. 00 27. 74 
25.300 -18.927 83.386 1.00 30.76 

26. 172 -19.575 84.458 1.00 31.66 

27. 023 -18. 648 85. 269 1. 00 38. 26 
28.312 -18.282 84.579 1.00 41.00 
29. 272 -17. 763 85. 547 1. 00 43. 72 
30. 397 -17. 135 85. 226 1. 00 46. 75 
30.710 -16. 938 83.954 1.00 48.06 
31. 212 -16. 708 86. 179 1. 00 47. 96 
25.841 -19.317 82.003 1.00 30.63 
26. 343 -18.469 81. 256 1.00 27. 84 
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0 U £7 
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81. 677 1.00 27.70 
80. 399 1. 00 28. 24 
80. 327 1. 00 26. 69 

81.224 1.00 29.04 
80.815 1.00 31.91 
79. 445 1. 00 35. 74 
78. 439 1. 00 36. 75 

78. 638 1. 00 36. 65 

77.225 1.00 36. 11 

79. 208 1. 00 27. 14 

78. 189 1. 00 28. 06 

79. 327 1. 00 25. 64 
78. 238 1. 00 25. 08 
78. 574 1. 00 25. 47 

78. 006 1. 00 25. 14 

76. 870 1. 00 25. 23 

79. 087 1. 00 24. 15 
78. 965 1. 00 25. 09 

80. 338 1. 00 22. 74 
81.033 1.00 25.40 
78. 300 1. 00 24. 93 

77. 367 1. 00 25. 49 

78. 765 1. 00 24. 70 
78. 207 1. 00 26. 69 
78. 975 1. 00 27. 07 
80.481 1.00 32.77 
81.243 1.00 33.87 
80. 892 1. 00 36. 95 

82. 200 1. 00 35. 18 



WO 03/097824 



PCT/JP03/06054 





ATOM 

ill Will 


2840 




ATOM 

A i Urn 


604 1 




ATOM 


6046 




ATOM 


?R43 




ATOM 

A 1 uivi 


?R44 




ATOM 


604<J 




ATOM 


?R4fi 

604U 




ATOM 


9R47 

604 I 




ATOM 


6040 


1U 


AIUM 


9Q/1Q 
604y 




ATOM 

AIUM 


60UU 




ATOM 

AIUM 


60U 1 




ATOM 

AIUM 


60&6 




AIUM 


ZoOo 


10 


AIUM 


0 Q C y| 

6oD4 




atom 
AIUM 


6000 




ATOM 
AIUM 


6000 




AIUM 


6O0 1 




ATOM 
A I UIVI 


6000 


on 


ATOM 


60oy 




ATOM 


60DU 




ATOM 


9Rfi1 

600 1 




ATOM 
AIUM 


9RG9 

6006 




ATOM 


2863 


25 


ATOM 


2864 




ATOM 


2865 




ATOM 


2866 




ATOM 


2867 




ATOM 


2868 



c 


GLU 


372 


n 

u 


GTTI 

VJ-LU 


37? 

0 I 6 


IN 


SFR 


0 ( o 


PA 


SFR 


u i o 




SFR 


373 




SFR 


373 


C 


SER 


373 

0 i 0 


0 


SER 


373 


N 


VAL 


37A 


CA 


VAL 


Q7/I 
0 ( 4 


CB 


VAL 


0 / 4 


CGI VAL 


0(4 


CG2 VAL 


0(4 


C 


VAL 


97/1 
0/4 


0 


VAL 


0(4 


N 


SER 


Q7R 
0 ( 0 


CA 


SER 


Q7^ 


CB 


SER 


37R 
0 ( 0 


OG 


SER 


37^ 
0 f 0 


C 


SER 


37R 

0 ( 0 


0 


SER 


37^1 

0 ( 0 


N 


THR 


37fi 

0 I 0 


CA 


THR 


37fi 
0 ( 0 


CB 


THR 


376 


0G1 THR 


376 


CG2 THR 


376 


C 


THR 


376 


0 


THR 


376 


N 


ARG 


377 



- 114 - 
28. 418 -17. 420 

29. 259 -16. 922 

27. 489 -18. 273 

27. 403 -18. 664 

26. 393 -19. 803 

26. 784 -20. 951 

26.988 -17.471 

27. 585 -17. 207 

25. 962 -16. 754 

25. 473 -15. 596 
24. 139 -15. 103 
23. 754 -13. 766 
23.055 -16. 127 

26. 465 -14. 429 

26. 657 -13. 792 

27. 094 -14. 144 

28. 029 -13. 034 
28. 298 -12. 585 

28. 986 -13. 565 
29. 324 -13. 391 

29. 873 -12. 560 

29. 805 -14. 623 
31.029 -15. 052 
31. 444 -16. 501 
31. 874 -16. 527 
32. 594 -16. 987 

30. 859 -14. 996 
31.810 -14. 694 
29. 660 -15. 293 



76.718 1.00 27.23 

75. 966 1. 00 29. 09 

76. 296 1. 00 25. 93 

74. 894 1. 00 27. 07 

74.718 1.00 25.93 

75.457 1.00 32.56 

74.034 1.00 25.31 

72. 998 1. 00 24. 49 
74. 475 1. 00 25. 87 

73. 743 1. 00 25. 12 
74.319 1.00 26.07 
73. 682 1. 00 29. 29 
74.061 1. 00 25. 56 

73. 742 1. 00 24. 54 
72.714 1.00 25.64 
74.878 1.00 21.70 

74. 922 1. 00 23. 89 

76. 365 1. 00 23. 28 

77. 120 1. 00 29. 71 
74.210 1.00 24.77 
73.490 1.00 23.61 
74. 386 1. 00 23. 54 

73. 707 1. 00 23. 38 

74. 096 1. 00 23. 76 

75. 458 1. 00 26. 36 
73.222 1.00 21.48 
72. 189 1. 00 22. 33 
71.465 1. 00 23.88 
71. 695 1. 00 20. 80 
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29.452 -15.239 70.253 1.00 21.46 
28. 141 -15.918 69.839 1.00 22.21 
27.958 -15.875 68.312 1.00 25.01 
26.601 -16.377 67.827 1.00 27.70 
25.491 -15.558 68.302 1.00 25. 17 
24.255 -15.637 67.825 1.00 26.42 
23.973 -16.492 66.850 1.00 25.23 
23. 294 -14. 877 68. 339 1. 00 26. 96 
29.439 -13.773 69.787 1.00 21.55 
29.856 -13.462 68.670 1.00 20.80 
28.951 -12.879 70.639 1.00 19.46 
28.927 -11.463 70.302 1.00 21. 17 
28.239 -10.653 71.412 1.00 20.68 
30.374 -11.015 70. 151 1.00 20.18 

30. 747 -10. 420 69. 145 1. 00 20. 36 

31. 191 -11.326 71. 153 1.00 19.41 
32.600 -10. 950 71. 138 1.00 20.64 
33.296 -11.515 72.371 1.00 20.04 
33.332 -11.405 69.869 1.00 22.79 
34.054 -10. 620 69.234 1.00 21.82 
33. 139 -12. 666 69.489 1.00 22.45 
33.803 -13. 208 68.305 1.00 22. 78 
33.726 -14.745 68.314 1.00 22.80 
34.584 -15.384 69.364 1.00 26.52 
35. 557 -14. 870 70. 152 1. 00 27. 81 
34.499 -16.720 69.687 1.00 28.99 

35. 383 -17. 002 70. 627 1. 00 28. 15 

36. 039 -15. 896 70. 927 1. 00 28. 70 
33. 242 -12. 657 66. 994 1. 00 22. 38 
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66. 073 1. 00 20. 71 

66. 915 1. 00 23. 83 
65.713 1.00 26.66 
65. 899 1. 00 29. 06 

64. 622 1. 00 34. 34 
63.312 1.00 33.69 

63. 429 1. 00 34. 64 

65. 509 1. 00 27. 50 

64. 406 1. 00 26. 70 
66. 595 1. 00 26. 32 
66. 536 1. 00 24. 87 

67. 896 1. 00 26. 05 
67.931 1.00 26.70 
66.122 1.00 24.60 

65. 360 1. 00 19. 92 

66. 623 1. 00 22. 62 

66. 327 1. 00 22. 35 

67. 096 1. 00 23. 03 
66. 571 1. 00 24. 25 
64. 834 1. 00 23. 77 
64. 288 1. 00 24. 79 
64. 173 1. 00 24. 03 
62. 743 1. 00 25. 52 
62. 256 1. 00 22. 05 
61.980 1.00 25.61 

60. 947 1. 00 25. 37 
62. 490 1. 00 25. 67 
61.842 1.00 23.86 

61. 944 1. 00 20.99 
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35.702 -5.531 60.960 1.00 22.47 

35.811 -5. 962 63. 148 1. 00 22. 82 

36. 937 -5. 065 63. 364 1. 00 25. 33 
37.259 -4.971 64.850 1.00 23.48 

37. 800 -3. 658 65. 425 1. 00 27. 75 
38. 641 -4. 007 66. 641 1. 00 26. 18 
38.621 -2.865 64.428 1.00 25.52 
38.172 -5.584 62.616 1.00 26.01 

38. 953 -4. 794 62. 067 1. 00 26. 60 
38.356 -6.904 62.601 1.00 23.95 
39.509 -7.482 61.902 1.00 24. 13 
39. 585 -8. 989 62. 135 1. 00 20. 59 

39. 405 -7. 181 60.411 1. 00 24. 07 
40.419 -6.990 59.730 1.00 22.59 
38. 175 -7. 141 59. 904 1. 00 24. 30 
37. 975 -6. 838 58. 497 1. 00 24. 40 
38. 380 -5. 398 58. 203 1. 00 25. 62 
39.048 -5. 114 57.205 1.00 25.24 

37. 974 -4. 488 59. 084 1. 00 25. 15 

38. 294 -3. 072 58. 950 1. 00 23. 08 
37.581 -2.259 60.057 1.00 21.38 

38. 083 -0. 820 60.076 1. 00 21. 90 
36.078 -2.303 59.819 1.00 20.64 

39. 802 -2. 858 59. 034 1. 00 24. 13 

40. 402 -2. 198 58. 178 1. 00 25. 99 

40. 424 -3. 429 60. 054 1. 00 24. 21 

41. 866 -3. 289 60. 209 1. 00 25. 31 
42.317 -3.883 61.576 1.00 25.21 
43.831 -3.962 61.661 1.00 27.92 
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2983 


SD 


MET 


393 


ATOM 


2984 


CE 


MET 


393 
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41. 778 -2. 993 62. 708 1. 00 26. 03 
42.091 -3.476 64. 094 1.00 27.41 
42. 668 -3. 899 59. 040 1. 00 26. 27 
43. 622 -3. 287 58. 563 1. 00 25. 08 
42.286 -5.082 58.561 1.00 27.72 
43. 026 -5. 689 57. 448 1. 00 29. 87 

42. 649 -7. 162 57. 250 1. 00 27. 74 

43. 147 -8. 044 58. 375 1. 00 29. 54 

44. 216 -7.804 58. 939 1.00 28.68 
42. 383 -9. 079 58. 699 1. 00 26. 84 
42.805 -4.930 56. 144 1.00 31. 14 
43.688 -4.903 55. 281 1.00 29.49 
41.627 -4.331 55. 991 1.00 31.07 
41.358 -3.553 54. 795 1.00 33.43 
39.921 -3.018 54.780 1.00 35.04 
39. 597 -2. 307 53. 483 1. 00 35. 84 
38. 614 -1. 173 53. 650 1.00 37. 18 
38. 804 -0. 186 52. 589 1. 00 35. 89 
38. 518 -0.390 51. 309 1.00 36.67 
38.006 -1.550 50. 911 1.00 38.42 
38.788 0.553 50.417 1.00 37.33 

42. 335 -2. 377 54. 831 1. 00 33. 73 

43. 028 -2. 107 53. 858 1. 00 34. 52 
42.396 -1.691 55.967 1.00 34.05 
43.298 -0.554 56. 126 1.00 35.93 
43. 119 0.073 57.517 1.00 32.21 
41.801 0.834 57.692 1.00 28.72 
41. 530 1. 348 59. 400 1. 00 27. 28 
42. 652 2. 753 59. 533 1. 00 24. 26 



WO 03/097824 



PCT/JP03/06054 





ATOM 


2985 


C 


MET 


393 




ATOM 


2986 


0 


MET 


393 




ATOM 


2987 


N 


ARG 


394 




ATOM 


2988 


CA 


ARG 


394 


5 


ATOM 


2989 


CB 


ARG 


394 




ATOM 


2990 


CG 


ARG 


394 




ATOM 


2991 


CD 


ARG 


394 




ATOM 


2992 


NE 


ARG 


394 




ATOM 


2993 


CZ 


ARG 


394 


10 


ATOM 


2994 


NH1 ARG 


394 




ATOM 


2995 


NH2 ARG 


394 




ATOM 


2996 


C 


ARG 


394 




ATOM 


2997 


0 


ARG 


394 




ATOM 


2998 


N 


GLU 


395 


15 


ATOM 


2999 


CA 


GLO 


395 




ATOM 


3000 


CB 


GLU 


395 




ATOM 


3001 


CG 


GLU 


395 




ATOM 


3002 


CD 


GLU 


395 




ATOM 


3003 


0E1 


GLU 


395 


20 


ATOM 


3004 


0E2 GLU 


395 




ATOM 


3005 


C 


GLU 


395 




ATOM 


3006 


0 


GLU 


395 




ATOM 


3007 


N 


SER 


396 




ATOM 


3008 


CA 


SER 


396 


25 


ATOM 


3009 


CB 


SER 


396 




ATOM 


3010 


OG 


SER 


396 




ATOM 


3011 


C 


SER 


396 




ATOM 


3012 


0 


SER 


396 




ATOM 


3013 


N 


ARG 


397 
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44.751 -0.979 55.947 1.00 39.48 
45.579 -0.216 55.448 1.00 39.63 

45. 049 -2. 205 56. 364 1. 00 43. 20 
46. 391 -2. 766 56. 277 1. 00 45. 79 
46.381 -4. 180 56.870 1.00 49.86 
47.670 -4.595 57.551 1.00 53.76 
48.587 -5.335 56.612 1.00 56.09 
49.896 -5. 554 57.217 1.00 60.36 
50.797 -4.596 57.411 1.00 60.35 
50.528 -3.353 57.042 1.00 61.48 
51.964 -4.878 57.978 1.00 60.51 
46.912 -2.792 54.835 1.00 46.90 
48. 117 -2.697 54.606 1.00 44.95 

46. 005 -2. 906 53. 869 1. 00 48. 68 
46. 387 -2. 943 52. 459 1. 00 52. 84 

45. 165 -3.275 51.590 1.00 54.51 
44.388 -4.508 52.051 1.00 60.85 
43. 310 -4. 952 51. 061 1. 00 64. 84 

42. 485 -4. 105 50. 642 1. 00 65. 83 

43. 286 -6. 155 50. 708 1. 00 66. 43 
47.008 -1.621 51.991 1.00 54.64 
47.791 -1.594 51.039 1.00 53.71 

46. 660 -0. 528 52. 666 1. 00 56. 54 

47. 179 0.794 52.313 1.00 58.22 
46. 037 1. 808 52. 266 1. 00 57. 21 
44.980 1.340 51.448 1.00 59.52 
48.221 1.268 53.318 1.00 60.22 

48. 394 2. 468 53. 527 1. 00 60. 38 
48.915 0.324 53.941 1.00 62.22 



WO 03/097824 



PCT/JP03/06054 





ATOM 


3014 


CA 


ARG 


397 




ATOM 


3015 


CB 


ARG 


397 




ATOM 


3016 


CG 


ARG 


397 




ATOM 


3017 


CD 


ARG 


397 


5 


ATOM 


3018 


NE 


ARG 


397 




ATOM 


3019 


CZ 


ARG 


397 




ATOM 


3020 


NH1 ARG 


397 




ATOM 


3021 


NH2 ARG 


397 




ATOM 


3022 


C 


ARG 


397 


10 


ATOM 


3023 


0 


ARG 


397 




ATOM 


3024 


N 


SER 


398 




ATOM 


3025 


CA 


SER 


398 




ATOM 


3026 


CB 


SER 


398 




ATOM 


3027 


OG 


SER 


398 


15 


ATOM 


3028 


C 


SER 


398 




ATOM 


3029 


0 


SER 


398 




ATOM 


3030 


N 


GLU 


399 




ATOM 


3031 


CA 


GLU 


399 




ATOM 


3032 


CB 


GLU 


399 


20 


ATOM 


3033 


CG 


GLU 


399 




ATOM 


3034 


CD 


GLU 


399 




ATOM 


3035 


0E1 


GLU 


399 




ATOM 


3036 


0E2 GLU 


399 




ATOM 


3037 


C 


GLU 


399 


25 


ATOM 


3038 


0 


GLU 


399 




ATOM 


3039 


N 


ASP 


400 




ATOM 


3040 


CA 


ASP 


400 




ATOM 


3041 


CB 


ASP 


400 




ATOM 


3042 


CG 


ASP 


400 
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49. 924 0. 663 54. 933 1. 00 64. 67 

49. 430 0. 260 56. 324 1. 00 65. 24 

49.798 1.218 57.444 1.00 67. 16 

49. 178 2. 596 57. 244 1. 00 68. 03 

48.803 3. 208 58. 516 1.00 69. 13 

47.681 2.933 59. 178 1.00 70.58 

46.813 2.059 58.687 1.00 71.37 

47. 429 3. 521 60. 340 1. 00 70. 29 

51.222 -0.063 54. 611 1.00 65.54 

51.416 -1. 215 54. 998 1. 00 66.75 

52. 106 0. 621 53. 894 1. 00 66. 86 

53. 388 0. 052 53. 508 1. 00 67. 48 
53.980 0.832 52.331 1.00 67.48 

53. 155 0.725 51. 181 1.00 66.93 

54. 358 0. 063 54. 679 1. 00 68. 36 

55. 036 1. 063 54. 934 1. 00 69. 35 

54. 413 -1. 059 55. 388 1. 00 67. 90 

55. 297 -1. 206 56. 533 1. 00 68. 16 

55. 002 -0. 126 57. 564 1. 00 68. 95 

53. 540 0. 020 57. 889 1. 00 71. 05 
53.261 1.318 58.598 1.00 71.37 
53.871 1.545 59.662 1.00 72.25 
52.443 2. Ill 58.089 1.00 71.32 
55.167 -2.581 57. 168 1.00 67.57 

54. 078 -3. 155 57. 232 1. 00 67. 34 
56.301 -3.091 57.635 1.00 66.86 

56. 397 -4. 400 58. 265 1. 00 65. 75 

57. 739 -4. 507 58. 989 1. 00 68. 55 
58.892 -3.961 58. 157 1.00 71.49 



WO 03/097824 
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ATOM 


3043 


0D1 ASP 


400 


59.015 


-4. 356 


56. 976 


1. 00 72. 29 




ATOM 


3044 


0D2 ASP 


400 


59. 675 


-3. 136 


58. 682 


1. 00 72. 38 




ATOM 


3045 


C 


ASP 


400 


55. 247 


-4. 676 


59. 233 


1.00 63.41 




ATOM 


3046 


0 


ASP 


400 


54. 385 


-5. 514 


58. 962 


1. 00 63. 27 


5 


ATOM 


3047 


N 


VAL 


401 


55. 241 


-3. 973 


60. 361 


1. 00 59. 50 




ATOM 


3048 


CA 


VAL 


401 


54. 193 


-4. 138 


61. 360 


1. 00 55. 59 




ATOM 


3049 


CB 


VAL 


401 


54. 789 


-4. 439 


62. 757 


1. 00 55.81 




ATOM 


3050 


CGI VAL 


401 


53. 698 


-4. 375 


63. 818 


1. 00 54. 69 




ATOM 


3051 


CG2 VAL 


401 


55. 442 


-5. 817 


62. 757 


1. 00 54. 18 


10 


ATOM 


3052 


C 


VAL 


401 


53. 345 


-2. 876 


61. 454 


1. 00 53. 78 




ATOM 


3053 


0 


VAL 


401 


53. 841 


-1. 807 


61. 820 


1.00 53.39 




ATOM 


3054 


N 


MET 


402 


52. 065 


-2. 991 


61. 114 


1. 00 50. 91 




ATOM 


3055 


CA 


MET 


402 


51. 190 


-1. 834 


61. 194 


1. 00 47. 59 




ATOM 


3056 


CB 


MET 


402 


49. 992 


-1. 958 


60. 250 


1. 00 46. 98 


15 


ATOM 


3057 


CG 


MET 


402 


49. 043 


-0. 768 


60. 387 


1. 00 47. 22 

J.* w \/ X l • mm mm 




ATOM 


3058 


SD 


MET 


402 


47. 505 


-0. 874 


59. 461 


1. 00 48. 69 




ATOM 


3059 


CE 


MET 


402 


46. 622 


-2. 099 


60. 439 


1. 00 48. 15 




ATOM 


3060 


C 


MET 


402 


50. 670 


-1. 643 


62. 605 


1. 00 44. 98 




ATOM 


3061 


0 


MET 


402 


49. 945 


-2. 483 


63. 134 


1. 00 43. 92 


20 


ATOM 


3062 


N 


ARG 


403 


51. 054 


-0. 533 


63. 219 


1. 00 43. 27 




ATOM 


3063 


CA 


ARG 


403 


50. 587 


-0. 229 


64. 556 


1. 00 41.71 




ATOM 


3064 


CB 


ARG 


403 


51. 673 


0.484 


65. 350 


1. 00 45. 65 




ATOM 


3065 


CG 


ARG 


403 


52. 903 


-0. 356 


65. 596 


1. 00 52. 20 




ATOM 


3066 


CD 


ARG 


403 


53 973 


0 474 

U< 111 


UU. UXJ u 


1 (M QQ 


25 


ATOM 


3067 


NE 


ARG 


403 


55. 137 


-0. 324 


66. 630 


1. 00 65. 47 




ATOM 


3068 


CZ 


ARG 


403 


56. 251 


0. 184 


67. 149 


1. 00 68. 76 




ATOM 


3069 


NH1 ARG 


403 


56. 349 


1. 493 


67. 357 


1. 00 69. 34 




ATOM 


3070 


NH2 ARG 


403 


57. 265 


-0. 615 


67. 468 


1. 00 69. 59 




ATOM 


3071 


C 


ARG 


403 


49. 388 


0. 685 


64. 372 


1. 00 37. 99 
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ATOM 


3072 


0 


ARG- 


403 




ATOM 


3073 


N 


UE 


404 




ATOM 


3074 


CA 


ILE 


404 




ATOM 


3075 


CB 


ILE 


404 


5 


ATOM 


3076 


CG2 


ILE 


404 




ATOM 


3077 


CGI 


ILE 


404 




ATOM 


3078 


cdi 


ILE 


404 




ATOM 


3079 


c 


ILE 


404 




ATOM 


3080 


0 


ILE 


404 


10 


ATOM 


3081 


N 


THR 


405 




ATOM 


3082 


CA 


THR 


405 




ATOM 


3083 


CB 


THR 


405 




ATOM 


3084 


0G1 THR 


405 




ATOM 


3085 


CG2 THR 


405 


15 


ATOM 


3086 


C 


THR 


405 




ATOM 


3087 


0 


THR 


405 




ATOM 


3088 


N 


VAL 


406 




ATOM 


3089 


CA 


VAL 


406 




ATOM 


3090 


CB 


VAL 


406 


20 


ATOM 


3091 


CGI VAL 


406 




ATOM 


3092 


CG2 VAL 


406 




ATOM 


3093 


C 


VAL 


406 




ATOM 


3094 


0 


VAL 


406 




ATOM 


3095 


N 


GLY 


407 


25 


ATOM 


3096 


CA 


GLY 


407 




ATOM 


3097 


C 


GLY 


407 




ATOM 


3098 


0 


GLY 


407 




ATOM 


3099 


N 


VAL 


408 




ATOM 


3100 


CA 


VAL 


408 



- 122 - 

49. 471 1. 692 63. 679 1. 00 37. 13 

48. 267 0. 322 64. 975 1. 00 34. 39 

47.069 1. 129 64. 854 1.00 31.53 

46. 161 0. 577 63. 735 1. 00 33. 38 

45. 681 -0. 829 64. 096 1. 00 32. 57 
44. 987 1. 524 63. 500 1. 00 35. 77 

44. 144 1. 153 62. 300 1. 00 38. 45 

46. 322 1. 152 66. 179 1. 00 28. 96 
46. 393 0. 204 66. 956 1. 00 29. 35 

45. 632 2. 250 66. 453 1. 00 28. 84 
44. 874 2. 359 67. 693 1. 00 27. 84 
45. 323 3. 558 68. 535 1. 00 26. 65 

46. 663 3. 335 68. 990 1. 00 30. 48 
44.428 3.715 69. 749 1.00 27.32 
43. 387 2. 460 67. 408 1. 00 27. 13 
42. 964 3. 127 66. 462 1. 00 24. 36 
42. 604 1. 786 68. 245 1. 00 25. 61 
41. 160 1.737 68. 107 1.00 23.67 
40. 705 0. 244 67. 973 1. 00 23. 64 
39. 189 0. 138 67. 798 1. 00 24. 19 
41.405 -0.399 66.783 1.00 21.36 
40.493 2.392 69.320 1.00 26.21 
40.763 2.018 70.469 1.00 26.86 
39. 644 3. 389 69. 072 1. 00 25. 61 
38.943 4.044 70. 168 1.00 23.09 
37. 645 3. 285 70. 387 1. 00 21. 77 
36.919 3.011 69.426 1.00 23. 17 
37. 334 2. 943 71. 632 1. 00 20. 52 
36. 128 2. 167 71.907 1.00 21.51 



WO 03/097824 
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ATOM 


3101 


CB 


VAL 


408 




ATOM 


3102 


CGI VAL 


408 




ATOM 


3103 


CG2 VAL 


408 




ATOM 


3104 


C 


VAL 


408 


5 


ATOM 


3105 


0 


VAL 


408 




ATOM 


3106 


N 


ASP 


409 




ATOM 


3107 


CA 


ASP 


409 




ATOM 


3108 


CB 


ASP 


409 




ATOM 


3109 


CG 


ASP 


409 


10 


ATOM 


3110 


0D1 ASP 


409 




ATOM 


3111 


0D2 ASP 


409 




ATOM 


3112 


C 


ASP 


409 




ATOM 


3113 


0 


ASP 


409 




ATOM 


3114 


N 


GLY 


410 


15 


ATOM 


3115 


CA 


GLY 


410 




ATOM 


3116 


C 


GLY 


410 




ATOM 


3117 


0 


GLY 


410 




ATOM 


3118 


N 


SER 


411 




ATOM 


3119 


CA 


SER 


411 


20 


ATOM 


3120 


CB 


SER 


411 




ATOM 


3121 


OG 


SER 


411 




ATOM 


3122 


C 


SER 


411 




ATOM 


3123 


0 


SER 


411 




ATOM 


3124 


N 


VAL 


412 


25 


ATOM 


3125 


CA 


VAL 


412 




ATOM 


3126 


CB 


VAL 


412 




ATOM 


3127 


CGI VAL 


412 




ATOM 


3128 


CG2 VAL 


412 




ATOM 


3129 


C 


VAL 


412 
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36. 500 0. 684 72. 252 1. 00 23. 04 

35.237 -0. 176 72.351 1.00 19.52 

37.436 0. 121 71. 201 1. 00 20.49 

35. 282 2. 704 73. 060 1. 00 23. 66 

35.814 3.223 74.045 1.00 23.60 

33. 963 2. 580 72. 923 1. 00 24. 58 

33. 040 2. 992 73. 975 1. 00 26. 70 

32.612 4.455 73.803 1.00 30.78 

31.909 4.998 75.041 1.00 31.51 

32.322 4. 625 76. 156 1.00 31.70 

30. 955 5. 794 74. 910 1. 00 35. 70 

31. 824 2. 083 73. 898 1. 00 25. 68 
31. 639 1. 396 72. 901 1. 00 27. 99 
30. 999 2. 079 74. 943 1. 00 28. 67 
29. 807 1. 233 74. 964 1. 00 29. 54 

29. 755 0. 355 76. 212 1. 00 30.09 

30. 787 -0. 138 76. 657 1. 00 28. 57 
28. 560 0. 150 76. 767 1. 00 30. 89 
28. 392 -0. 649 77. 983 1. 00 32. 71 
26.941 -0.554 78.490 1.00 32.88 
26.011 -0. 884 77.473 1.00 36.82 
28.804 -2. 121 77.840 1.00 31.25 
29.480 -2.661 78. 712 1.00 29.96 
28. 398 -2. 768 76. 754 1. 00 29. 78 
28. 780 -4. 158 76. 535 1. 00 28. 59 
28. 264 -4. 665 75. 174 1. 00 29. 68 
28. 772 -6. 088 74. 908 1. 00 27. 25 
26. 739 -4. 642 75. 173 1. 00 29. 93 
30. 307 -4. 320 76. 584 1. 00 29. 24 
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ATOM 


3130 


0 


VAL 


412 




ATOM 


3131 


N 


TYR 


413 




ATOM 


3132 


CA 


TYR 


413 




ATOM 


3133 


CB 


TYR 


413 


5 


ATOM 


3134 


CG 


TYR 


413 




ATOM 


3135 


CD1 TYR 


413 




ATOM 


3136 


CE1 TYR 


413 




ATOM 


3137 


CD2 TYR 


413 




ATOM 


3138 


CE2 TYR 


413 


10 


ATOM 


3139 


CZ 


TYR 


413 




ATOM 


3140 


OH 


TYR 


413 




ATOM 


3141 


C 


TYR 


413 




ATOM 


3142 


0 


TYR 


413 




ATOM 


3143 


N 


LYS 


414 


15 


ATOM 


3144 


CA 


LYS 


414 




ATOM 


3145 


CB 


LYS 


414 




ATOM 


3146 


CG 


LYS 


414 




ATOM 


3147 


CD 


LYS 


414 




ATOM 


3148 


CE 


LYS 


414 


20 


ATOM 


3149 


NZ 


LYS 


414 




ATOM 


3150 


C 


LYS 


414 




ATOM 


3151 


0 


LYS 


414 




ATOM 


3152 


N 


LEU 


415 




ATOM 


3153 


CA 


LEU 


415 


25 


ATOM 


3154 


CB 


LEU 


415 




ATOM 


3155 


CG 


LEU 


415 




ATOM 


3156 


CD1 LEU 


415 




ATOM 


3157 


CD2 LEU 


415 




ATOM 


3158 


C 


LEU 


415 
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30. 831 -5. 145 77. 340 1. 00 28. 78 

31. 023 -3. 522 75. 796 1. 00 27. 57 

32. 482 -3. 602 75. 763 1. 00 24. 60 

33. 049 -2.730 74.645 1.00 19.87 

34. 568 -2. 710 74. 587 1. 00 20. 22 
35.270 -3.566 73.735 1.00 21.52 
36.667 -3.519 73.655 1.00 19.93 
35. 300 -1. 819 75. 363 1. 00 14. 63 
36.690 -1.770 75.294 1.00 17.31 
37.364 -2.616 74.439 1.00 19.92 
38. 737 -2. 547 74. 362 1. 00 23. 08 
33. 151 -3. 193 77.072 1.00 26.48 
34.085 -3.849 77. 534 1.00 26.86 

32. 690 -2. 108 77. 669 1. 00 26. 13 

33. 309 -1. 640 78. 902 1. 00 29. 80 
33.001 -0. 147 79. 117 1.00 29.42 
33. 882 0. 802 78. 302 1. 00 32. 94 

33. 558 2. 275 78. 559 1. 00 34. 12 

34. 553 3. 179 77. 833 1. 00 36. 09 
34. 170 4. 626 77.859 1.00 35.28 
32.966 -2.400 80. 181 1. 00 29.74 
33. 850 -2. 677 80. 988 1. 00 28. 77 
31.696 -2.749 80.357 1.00 30.99 
31.255 -3.395 81.591 1.00 34.39 
29.942 -2. 738 82.041 1.00 34.94 
29.964 -1. 195 82.012 1. 00 38. 17 
28.610 -0. 647 82.469 1. 00 38.59 
31.080 -0. 660 82. 901 1. 00 34.42 
31. 113 -4. 923 81. 657 1. 00 34.46 



WO 03/097824 
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ATOM 


3159 


0 


LEU 


415 




ATOM 


3160 


N 


HIS 


416 




ATOM 


3161 


CA 


HIS 


416 




ATOM 


3162 


CB 


HIS 


416 


5 


ATOM 


3163 


CG 


HIS 


416 




ATOM 


3164 


CD2 HIS 


416 




ATOM 


3165 


ND1 HIS 


416 




ATOM 


3166 


CE1 HIS 


416 




ATOM 


3167 


NE2 HIS 


416 


10 


ATOM 


3168 


C 


HIS 


416 




ATOM 


3169 


0 


HIS 


416 




ATOM 


3170 


N 


PRO 


417 




ATOM 


3171 


CD 


PRO 


417 




ATOM 


3172 


CA 


PRO 


417 


15 


ATOM 


3173 


CB 


PRO 


417 




ATOM 


3174 


CG 


PRO 


417 




ATOM 


3175 


C 


PRO 


417 




ATOM 


3176 


0 


PRO 


417 




ATOM 


3177 


N 


SER 


418 


20 


ATOM 


3178 


CA 


SER 


418 




ATOM 


3179 


CB 


SER 


418 




ATOM 


3180 


OG 


SER 


418 




ATOM 


3181 


C 


SER 


418 




ATOM 


3182 


0 


SER 


418 


25 


ATOM 


3183 


N 


PHE 


419 




ATOM 


3184 


CA 


PHE 


419 




ATOM 


3185 


CB 


PHE 
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31.202 -5.493 82.741 1.00 33.89 

30.886 -5. 586 80. 531 1.00 34.56 

30. 746 -7. 041 80. 561 1. 00 36. 94 

30.394 -7.572 79. 175 1.00 39.81 

29.811 -8.949 79. 192 1.00 44.04 

28. 536 -9. 375 79. 038 1. 00 43. 02 

30. 573 -10. 080 79. 402 1. 00 44. 57 

29.791 -11. 144 79.374 1.00 44.76 

28. 550 -10. 744 79. 156 1. 00 46. 14 

32. 046 -7. 673 81. 060 1. 00 35. 57 

33. 103 -7. 483 80. 471 1. 00 37. 06 
31.973 -8.445 82. 153 1.00 33.55 

30. 727 -8. 999 82. 700 1. 00 32. 04 

33. 134 -9. 109 82. 757 1. 00 33. 47 
32.504 -10.219 83.614 1.00 31.67 

31. 142 -1.0.410 83.016 1.00 32.88 

34. 252 -9. 628 81. 849 1. 00 32. 70 
35.428 -9.411 82. 146 1.00 36.28 
33. 929 -10. 302 80. 752 1. 00 29. 70 
35.015 -10.808 79.915 1.00 28.37 
35.215 -12.314 80. 163 1.00 30.65 
35.798 -12.555 81.439 1.00 35.61 
34.895 -10.560 78.418 1.00 25.27 
35.730 -11.028 77.648 1.00 23.69 
33. 856 -9. 846 78. 004 1. 00 21. 86 
33. 673 -9. 543 76. 587 1. 00 24. 13 
32.551 -8.522 76.407 1.00 22.03 

32. 270 -8. 187 74. 978 1. 00 24. 42 
31. 273 -8. 860 74. 276 1. 00 23. 32 
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33.033 -7.231 74.312 1.00 22. 16 

31.038 -8.593 72. 932 1.00 23.49 

32.808 -6. 961 72.967 1.00 25.91 

31. 806 -7. 645 72. 275 1. 00 24. 70 

34. 961 -8. 965 76. 000 1. 00 24. 09 
35.491 -9.455 75.009 1.00 26.51 

35. 432 -7. 899 76. 628 1. 00 25. 00 
36. 641 -7. 179 76. 238 1. 00 26. 79 

36. 984 -6. 207 77. 370 1. 00 28. 35 
38. 241 -5. 396 77. 229 1. 00 30. 04 
38. 433 -4. 537 78. 497 1. 00 33. 98 

37. 170 -3. 740 78. 832 1. 00 31. 09 
37. 322 -2. 923 80. 067 1. 00 36. 69 
37.819 -8. 118 75.968 1.00 25.76 
38.446 -8. 064 74. 911 1. 00 25. 94 

38. Ill -8.961 76.951 1.00 24. 13 

39. 195 -9. 929 76. 887 1. 00 26. 26 
39.204 -10.781 78.155 1.00 32.38" 
39. 547 -10. 043 79. 417 1. 00 38. 45 

38. 700 -8. 798 79. 664 1. 00 41. 54 
37. 458 -8. 844 79. 501 1. 00 42. 17 

39. 300 -7. 767 80. 053 1. 00 42. 62 
39. 075 -10. 864 75. 699 1. 00 24. 57 
40.017 -11.023 74.930 1.00 25.86 
37. 921 -11. 509 75. 576 1. 00 24. 00 
37.682 -12.439 74.480 1.00 26.01 
36.284 -13.063 74.610 1.00 27.36 
36. 076 -13. 878 75. 887 1. 00 31. 58 
34. 600 -14. 053 76. 188 1. 00 35. 39 
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77. 397 1. 00 40. 58 

78. 046 1. 00 44. 53 
77. 596 1. 00 41. 79 
79.150 1.00 41.67 
73. 160 1. 00 24. 48 
72. 221 1. 00 22. 97 
73. 094 1. 00 24. 48 

71. 879 1. 00 22. 97 

72. 089 1. 00 24. 98 
70. 939 1. 00 25. 21 
70. 926 1. 00 25. 04 
69.861 1.00 23.47 

69. 857 1. 00 24. 77 
68. 784 1. 00 25. 48 
68. 780 1. 00 24. 31 
71.456 1.00 21.03 
70.308 1.00 19.38 
72.381 1.00 20.46 

72. 054 1. 00 23. 40 

73. 293 1. 00 24. 89 
73. 808 1. 00 25. 28 

73. 230 1. 00 24. 67 
75. 083 1. 00 25. 18 
75. 269 1. 00 22. 64 

74. 161 1.00 24. 12 
71.486 1.00 24.51 

70. 432 1. 00 23. 58 
72.191 1.00 24.51 

71. 746 1. 00 26. 94 
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42. 068 -13. 306 72. 774 1. 00 27. 10 

41. 759 -12. 605 70. 370 1. 00 25. 71 

42. 559 -12. 937 69. 505 1. 00 27. 02 
40.453 -12. 600 70. 151 1. 00 24.30 

39. 967 -13. 003 68. 850 1. 00 23. 93 
38. 450 -13. 142 68. 863 1. 00 20. 85 

38. 007 -13. 582 67. 596 1. 00 21. 86 

40. 394 -12. 039 67. 743 1. 00 25. 72 
40. 760 -12. 483 66. 660 1. 00 25. 40 
40. 363 -10. 727 68. 007 1. 00 27. 03 
40.761 -9.750 66.983 1.00 27.43 
40.591 -8.269 67.450 1.00 28.91 
40.999 -7.323 66.314 1.00 29.57 

39. 150 -7. 990 67. 852 1. 00 27. 73 
42. 226 -9. 919 66. 601 1. 00 28. 67 
42. 582 -9. 858 65. 424 1. 00 27. 30 
43.076 -10. 119 67.603 1.00 28.43 
44.498 -10.281 67.350 1.00 31.91 
45.273 -10.231 68.670 1.00 31.80 
45.449 -8.793 69. 130 1.00 31.90 
45.662 -8.639 70.617 1.00 34.40 
45.867 -7.231 70.971 1.00 34.78 
45. 668 -6. 728 72. 186 1. 00 38. 69 
45.251 -7.516 73. 172 1.00 38.56 
45. 901 -5.442 72.424 1. 00 39. 08 
44.797 -11.548 66.572 1.00 33.56 
45.694 -11.558 65.731 1.00 32.81 
44. 037 -12. 609 66. 837 1. 00 34. 25 
44.224 -13.859 66. 115 1.00 33.42 
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66. 601 1.00 36.36 

67. 760 1. 00 43. 73 

67. 939 1. 00 47. 67 

68. 398 1. 00 51. 58 

69. 646 1.00 51.70 
70. 585 1. 00 50. 85 
69. 962 1. 00 49. 95 
64. 639 1. 00 32. 81 

63. 783 1. 00 32. 29 

64. 345 1. 00 30. 18 
62. 965 1. 00 29. 19 

62. 904 1. 00 29. 15 
63.453 1.00 31.83 

63. 437 1. 00 28. 32 
62. 613 1. 00 32. 03 
62. 251 1. 00 27. 64 

61. 048 1. 00 28. 08 

62. 966 1. 00 28. 04 
62.326 1.00 31. 15 
62. 934 1. 00 30. 03 

64. 363 1. 00 31. 84 
62. 561 1.00 26.93 

62. 367 1. 00 34. 65 

63. 101 1. 00 34.08 
61.566 1.00 37.36 
60. 726 1. 00 37. 91 
61.484 1.00 38.59 
60. 487 1. 00 38. 98 
60. 630 1. 00 40. 10 
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49. 224 -9. 689 60. 969 1. 00 39. 65 
48.712 -8.968 60. 113 1.00 39.80 
50.420 -9.461 61.495 1.00 39.94 
51.254 -8.326 61. 112 1.00 42.47 
51.467 -8.280 59.586 1.00 44. 12 

50. 363 -7. 707 58. 898 1. 00 48. 10 

50. 687 -6. 996 61. 598 1. 00 42. 26 
51.085 -5.932 61. 121 1.00 42.50 
49. 756 -7. 053 62. 544 1. 00 40. 68 
49. 184 -5.831 63.092 1.00 40.64 
47. 679 -5. 735 62. 826 1. 00 39. 36 

47. 196 -5. 674 61. Ill 1. 00 39.36 
49. 398 -5. 789 64. 590 1. 00 40. 17 
49. 258 -6. 801 65. 281 1. 00 40. 51 
49. 743 -4. 609 65. 081 1. 00 38. 91 
49. 945 -4. 388 66. 504 1. 00 39. 30 

51. 302 -3. 733 66. 738 1. 00 42. 29 
51.779 -3.766 68. 162 1.00 49.24 

53. 072 -2. 993 68. 340 1. 00 53. 77 

54. 106 -3.421 67. 781 1.00 56.24 
53. 047 -1. 950 69. 032 1. 00 54. 88 

48. 801 -3. 430 66. 839 1. 00 37. 06 
48. 866 -2. 241 66. 532 1. 00 34. 30 
47. 749 -3. 971 67. 449 1. 00 36. 39 
46. 552 -3. 203 67. 786 1. 00 34. 47 
45. 280 -4. 040 67. 508 1. 00 34. 15 

44. 024 -3. 166 67. 639 1. 00 33. 64 

45. 357 -4. 633 66. 100 1. 00 36. 06 
44. 166 -5.487 65.719 1.00 36.35 
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46.492 -2.717 69.228 1.00 34.50 

46.612 -3.506 70. 164 1.00 35.88 

46.308 -1.411 69.405 1.00 32.66 

46. 196 -0. 837 70. 741 1. 00 30. 32 

47. 134 0. 370 70. 930 1. 00 29. 83 

48. 496 -0. 060 70. 833 1. 00 33. 74 
46. 925 0. 996 72. 294 1. 00 28. 96 
44. 759 -0. 377 70. 949 1. 00 29. 92 
44. 177 0. 293 70. 090 1. 00 28. 24 
44. 179 -0. 750 72. 083 1. 00 29. 43 
42. 807 -0. 359 72. 390 1. 00 29. 35 
41.991 -1.567 72.853 1.00 27.92 
41.794 -2.614 71.789 1.00 27.95 
42.695 -3.661 71.648 1.00 27.90 

40. 703 -2. 549 70. 930 1. 00 24. 76 
42. 505 -4. 634 70. 662 1. 00 29. 21 
40. 506 -3. 505 69. 950 1. 00 28. 87 
41.408 -4.554 69.814 1.00 28.70 
42.772 0.712 73.467 1.00 30.41 
43.469 0.601 74.474 1.00 30.53 

41. 968 1. 752 73. 250 1. 00 30. 35 
41.839 2.832 74. 220 1.00 31.89 
42.544 4. 124 73.751 1.00 33.03 

42. 233 5. 269 74. 721 1. 00 36. 00 
44. 053 3. 916 73. 704 1. 00 33. 82 
44. 818 5. 165 73. 296 1. 00 36. 93 
40. 373 3. 158 74. 420 1. 00 32. 85 
39. 603 3. 157 73. 467 1. 00 33. 09 
39.991 3.442 75.659 1.00 35.09 



WO 03/097824 



PCT/JP03/06054 





ATOM 


3362 


CA 


GLU 


440 




ATOM 


3363 


CB 


GLU 


440 




ATOM 


3364 


CG 


GLU 


440 




ATOM 


3365 


CD 


GLU 


440 


5 


ATOM 


3366 


0E1 GLU 


440 




ATOM 


3367 


0E2 GLU 


440 




ATOM 


3368 


C 


GLU 


440 




ATOM 


3369 


0 


GLU 


440 




ATOM 


3370 


N 


SER 


441 


10 


ATOM 


3371 


CA 


SER 


441 




ATOM 


3372 


CB 


SER 


441 




ATOM 


3373 


OG 


SER 


441 




ATOM 


3374 


C 


SER 


441 




ATOM 


3375 


0 


SER 


441 


15 


ATOM 


3376 


N 


GLU 


442 




ATOM 


3377 


CA 


GLU 


442 




ATOM 


3378 


CB 


GLU 


442 




ATOM 


3379 


CG 


GLU 


442 




ATOM 


3380 


CD 


GLU 


442 


20 


ATOM 


3381 


0E1 GLU 


442 




ATOM 


3382 


0E2 GLU 


442 




ATOM 


3383 


C 


GLU 


442 




ATOM 


3384 


0 


GLU 


442 




ATOM 


3385 


N 


GLU 


443 


25 


ATOM 


3386 


CA 


GLU 


443 




ATOM 


3387 


CB 


GLU 


443 




ATOM 


3388 


CG 


GLU 


443 




ATOM 


3389 


CD 


GLU 


443 




ATOM 


3390 


0E1 GLU 


443 



- 132 - 

38. 608 3. 789 75. 956 1. 00 39. 34 

38. 133 3. 041 77. 199 1. 00 37. 95 

38. 213 1. 526 77. 038 1. 00 39. 96 

37. 837 0. 773 78. 298 1. 00 40. 82 

38.058 -0.456 78.340 1.00 41.23 

37. 318 1.403 79. 245 1. 00 41.08 

38. 495 5. 298 76. 156 1. 00 41. 28 

39. 356 5. 918 76. 769 1. 00 42. 10 
37.431 5.886 75.627 1.00 43.99 
37.231 7.327 75. 738 1.00 48.53 

36. 390 7. 823 74. 550 1. 00 47. 96 

35. 196 7. 066 74. 390 1. 00 48. 42 
36.577 7.752 77.051 1.00 50.20 
35.654 7.087 77. 531 1.00 51.01 

37. 060 8. 852 77. 634 1. 00 53. 24 
36.490 9.359 78. 885 1.00 55.51 
37. 362 10. 454 79. 507 1. 00 60. 16 

36. 822 10. 936 80. 859 1. 00 65. 44 
37. 596 12. 107 81. 450 1. 00 69. 63 
38.824 11.984 81.667 1.00 71.27 
36. 965 13. 155 81. 709 1. 00 72. 91 
35. 118 9. 938 78. 579 1. 00 54. 68 
34. 104 9.495 79. 126 1.00 56.30 
35.094 10.942 77.714 1.00 51.73 
33.840 11.555 77.307 1.00 51. 12 
33. 706 12. 960 77. 888 1. 00 51. 77 
32.561 13.086 78.869 1.00 49.05 
31. 202 12. 812 78. 239 1. 00 48. 41 
30. 245 12. 572 79. 006 1. 00 48. 06 
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31.084 12.842 76.990 1.00 44.46 

33.851 11.614 75.793 1.00 50.48 

33. 624 12. 662 75. 191 1. 00 50. 61 

34. 131 10.458 75. 199 1.00 49.69 
34.213 10.321 73.760 1.00 46.29 
33. 300 11. 190 72. 928 1.00 45.39 
33.786 12.031 72. 181 1.00 44. 10 
31.990 10.996 73.052 1.00 44.40 
31.035 11.765 72. 263 1. 00 45.82 

29.614 11.258 72.505 1.00 43.70 
29. 248 11.396 73. 860 1. 00 51. 13 

31. 108 13.265 72. 523 1.00 45.79 
31.381 14.043 71.607 1.00 46.62 
30.867 13.666 73.766 1.00 45.46 
30.924 15.075 74. 112 1.00 44.61 

32. 176 15.778 73.615 1.00 44.65 

32. 085 16.754 72. 872 1. 00 45. 17 

33. 344 15. 286 74. 024 1. 00 44. 10 

34.615 15.878 73.615 1.00 44.23 
35.765 15.244 74.396 1.00 44.71 
36. 079 15. 917 75. 720 1. 00 46. 63 

36. 405 14. 896 76. 794 1. 00 48. 87 

37. 226 13. 804 76. 286 1. 00 53. 97 

38. 507 13. 915 75. 956 1. 00 55. 65 

39. 130 15. 076 76. 085 1. 00 56. 71 
39. 161 12.862 75.486 1.00 58.00 
34.891 15.739 72. 122 1.00 45.53 
35.506 16.617 71.508 1.00 45.95 

34. 444 14. 630 71. 543 1. 00 45. 12 
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34.667 14.395 

33.915 15.390 

34.497 16.033 

32.617 15.508 
31.764 16.435 
30.349 16.393 
32.334 17.852 
32.388 18. 585 

32. 771 18. 226 
33.337 19.549 
33.590 19.771 
34.630 19.752 
34.795 20.770 
35.546 18.792 
36.828 18.889 
37.693 17.661 
38. 376 17. 636 
38.798 16.218 
39.577 18.574 
36.672 19.055 
37.495 19.708 

35.618 18.465 
35.348 18.552 
34.426 17.376 

33. 998 17. 576 
35. 169 16. 040 
34.687 19.905 
34.881 20.482 
33.912 20.411 



70. 129 1. 00 43. 75 

69. 275 1. 00 44. 42 

68.401 1.00 43.25 

69. 530 1. 00 44. 33 

68. 798 1. 00 46. 02 

69. 362 1. 00 44. 02 
68.901 1.00 47.27 

67. 910 1. 00 46. 99 

70. 100 1. 00 47. 32 
70. 320 1. 00 48. 93 
71.803 1.00 48.70 
69. 537 1. 00 49. 10 
68.864 1.00 51.55 
69. 625 1. 00 47. 13 

68. 923 1. 00 46. 08 

69. 226 1. 00 43. 72 

70. 598 1. 00 44. 07 
70.955 1.00 41.74 
70. 574 1. 00 40. 23 
67.410 1.00 45.46 
66. 760 1. 00 46. 36 
66. 857 1. 00 43. 95 
65. 428 1. 00 44. 38 

64. 959 1. 00 43. 85 
63.513 1.00 41.59 

65. 087 1. 00 40. 86 
65.125 1.00 45.31 
64. 056 1. 00 42. 97 

66. 077 1. 00 46. 60 
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33. 253 21. 693 65. 900 1. 00 49. 07 

32. 204 21. 902 66. 986 1. 00 47. 21 
31. 146 20.972 66.845 1.00 44.37 
34.293 22.806 65.951 1.00 51.53 

34. 150 23.820 65.281 1.00 52.56 

35. 352 22. 593 66. 728 1. 00 54. 40 
36.430 23.567 66.881 1.00 56.39 
37. 336 23. 158 68. 031 1. 00 55. 74 
37.259 23.751 65.614 1.00 58.75 
37. 863 24. 807 65. 408 1. 00 59. 45 
37.310 22.719 64.779 1.00 60.29 
38.063 22.796 63.535 1.00 61.78 
38.603 21.416 63. 112 1.00 61.44 
39.090 21.464 61.672 1.00 60.81 
39.737 21.005 64.031 1.00 60.68 
37. 152 23. 330 62. 442 1. 00 63. 56 
37.550 24. 176 61. 643 1.00 63.25 
35.921 22.835 62.416 1.00 65.38 
34.959 23.275 61.422 1.00 69. 39 

33. 751 22. 354 61. 423 1. 00 68. 17 
34.522 24.709 61.710 1.00 73. 10 

33. 975 25. 382 60. 837 1. 00 73. 04 

34. 771 25. 170 62. 935 1. 00 77. 06 
34.390 26.521 63.341 1.00 81.01 
34. 192 26. 599 64. 856 1. 00 80. 51 
33.478 28. 151 65.432 1.00 81.75 
35.420 27.554 62.916 1.00 83.65 
35.312 28.726 63.275 1.00 85. 11 
36.430 27. 118 62. 172 1. 00 86. 29 
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37.441 28.041 61.683 1.00 89. 14 

38.843 27.441 61.803 1.00 88.60 

39.932 28.486 61.632 1.00 89.51 

41. 276 27. 992 62. 130 1. 00 89. 70 

42. 257 29. 146 62. 269 1. 00 89. 22 

41.718 30. 194 63. 180 1.00 88.81 
37.096 28.310 60.232 1.00 91.26 
37.936 28.733 59.438 1.00 91.56 
35.834 28.043 59.901 1.00 93.94 
35. 302 28. 240 58. 548 1. 00 96. 28 
35. 323 26. 923 57. 765 1. 00 96. 25 

36.719 26.409 57.421 1. 00 96.30 

37. 458 27. 348 56. 475 1. 00 96. 73 

38. 833 26. 801 56. Ill 1.00 97. 12 

39. 577 27. 717 55. 197 1.00 97. 75 
33. 863 28. 759 58. 624 1. 00 97. 78 
33.417 29.516 57.758 1.00 98.11 
33. 153 28.327 59.666 1.00 99.29 
31.778 28.738 59.916 1.00100.54 
31.028 27.644 60.681 1.00100.58 
31.765 30.042 60.719 1.00101.56 
30.755 30.750 60.777 1.00101.79 
32.899 30.360 61.338 1.00102.59 
33.033 31.572 62.156 1.00103.00 
33.145 31.169 63.624 1.00103.05 
33.354 32.536 64.774 1.00103.32 
34.265 32.367 61.753 1.00103.21 
34.788 33.098 62.620 1.00103.54 
34.665 32.248 60.578 1.00103.24 
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65.521 1.00 30.82 

64. 706 1. 00 29. 40 

64. 445 1. 00 29. 78 

65. 778 1. 00 28. 77 
66. 593 1. 00 27. 72 

67. 936 1. 00 26. 98 
64. 857 1. 00 36. 62 
63. 483 1. 00 32. 75 
63. 698 1.00 29. 31 
65.639 1.00 29. 10 

66. 770 1. 00 29. 59 

68. 814 1. 00 30. 98 

60. 824 1. 00 50. 83 

59. 240 1. 00 49. 96 
58.318 1.00 49.96 
58. 827 1. 00 49! 99 
60.162 1.00 49.39 

60. 878 1. 00 48. 07 

62. 294 1. 00 46. 71 

63. 039 1. 00 47. 48 

64. 107 1. 00 46. 71 
62. 884 1. 00 47. 34 
62.110 1.00 46.39 

62. 520 1. 00 46. 34 

63. 722 1. 00 47. 57 

64. 155 1. 00 48. 24 
64. 502 1. 00 46. 98 
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40.907 12.638 61.485 1.00 44.61 

42. 782 10.864 62. 327 1.00 40. 11 

42.525 11.942 61.488 1.00 41.49 

43. 528 12.436 60. 686 1. 00 42.95 

44.549 11.571 61.054 1.00 43.00 

44. 116 10.651 62.014 1.00 39.24 

41. 894 10. 152 63. 276 1. 00 32. 83 

40.279 17.465 64. 913 1.00 46. 10 
JJJJ 

36.903 10.609 46.484 1.00 48.71 

20. 332 -23. 624 70. 208 1. 00 45. 57 

18.766 -22.456 65. 630 1.00 41.87 

13. 471 -20. 599 70. 297 1. 00 45. 83 

11. 104 -30.408 72.307 1.00 48.61 

6.606 -26.352 79.319 1.00 59.47 

15.315 -28.400 85.522 1.00 48.85 

18. 765 -29. 705 82. 807 1. 00 55. 60 

27. 649 -22. 465 84. 914 1. 00' 39. 29 

28. 890 -18. 936 88. 942 1. 00 38. 24 

31.397 -19.437 88.300 1.00 44.33 

33.495 -12.487 88. 943 1. 00 40.63 

28. 110 -14. 193 93. 119 1. 00 37.41 

22. 501 -9. 921 93. 883 1. 00 55. 62 

18. 084 -9. 259 91. 966 1. 00 48. 69 

19.985 -7.585 89. 518 1.00 54.30 

18. 162 -4.982 77. 583 1.00 42.44 

15. 728 -5. 792 77. 752 1. 00 49. 61 

17. 869 -7. 338 75. 263 1. 00 52.43 

14.631 -9.827 77.339 1.00 27.38 
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14.305 -5.926 

13.616 -3.087 

15.537 -2.602 

18.821 -1.831 
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41.395 13.522 
41.454 16.603 
44.238 18.657 
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47. 658 2. 456 
45. 862 0. 872 
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39.939 -1.664 
41. 804 2. 590 
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69. 446 1. 00 38. 14 

68.452 1.00 51.29 

66. 865 1. 00 35. 42 

65.405 1.00 31.67 

60. 996 1. 00 34. 87 

58. 995 1. 00 41. 82 

55. 373 1. 00 35. 91 

55. 062 1. 00 36. 64 

56. 470 1. 00 24. 69 
59.774 1.00 31.68 
62.135 1.00 25.12 
71.129 1.00 26.49 
71. 903 1. 00 41. 05 

73. 290 1. 00 47. 52 
71. 417 1. 00 44. 33 
77. 983 1. 00 44. 30 
80. 298 1. 00 32. 85 

74. 250 1. 00 52. 40 
73. 492 1. 00 35. 38 
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75. 793 1. 00 36. 22 
77. 407 1. 00 46. 09 

76. 818 1. 00 28. 80 

77. 672 1. 00 30. 06 
81.704 1.00 44.47 
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35. 692 -3. 832 84. 533 1. 00 48. 68 
35. 503 -5. 648 82. 602 1. 00 39. 36 
34. 249 -6. 282 78. 743 1. 00 28. 80 
41.570 -6.014 79. 114 1.00 41.31 
42.725 -8.259 76.851 1.00 34. 12 
42.400 -10.619 75.649 1.00 32. 12 
44.745 -10. 112 73.414 1.00 30.95 
44. 977 -6. 287 75. 709 1. 00 54. 82 
49.536 -3.896 71.639 1.00 46.68 
47. 500 -6. 424 68. 659 1. 00 37. 00 
46. 887 -8. 289 65. 948 1. 00 35. 73 
45.007 -14.004 70.403 1.00 31.53 
44. 785 -16. 666 70. 958 1. 00 39. 67 
39.546 -15.899 74.666 1.00 38.86 
38. 539 -14. 985 72. 232 1. 00 34. 80 
38. 252 -17. 032 68. 208 1. 00 47. 76 
39.836 -15.454 66.437 1.00 38.55 
36.975 -19.549 67.636 1.00 43. 12 
37.200 -20.262 70.388 1.00 51.64 
33. 328 -20. 695 70. 543 1. 00 49. 91 
32.877 -18.716 69. 209 1.00 30. 69 
30. 463 -18. 228 69. 770 1. 00 29. 35 
29. 403 -18. 862 72. 028 1. 00 29. 94 
31.677 -19.876 75.929 1.00 57.83 
32. 105 -15. 120 81.811 1.00 56.36 
25.408 -13.262 70.399 1.00 19.73 
20. 199 -11.770 66.567 1.00 31.95 
20. 589 -11. 169 63. 684 1.00 28. 18 
18.416 -12. 169 62. 695 1.00 34.73 



WO 03/097824 



PCT/JP03/06054 





ATOM 


3623 


0 


HOH 


678 




ATOM 


3624 


0 


HOH 


679 




ATOM 


3625 


0 


HOH 


680 




ATOM 


3626 


0 


HOH 


681 


5 


ATOM 


3627 


0 


HOH 


682 




ATOM 


3628 


0 


HOH 


683 




ATOM 


3629 


0 


HOH 


684 




ATOM 


3630 


0 


HOH 


685 




ATOM 


3631 


0 


HOH 


686 


10 


ATOM 


3632 


0 


HOH 


687 




ATOM 


3633 


0 


HOH 


688 




ATOM 


3634 


0 


HOH 


689 




ATOM 


3635 


0 


HOH 


690 




ATOM 


3636 


0 


HOH 


691 


15 


ATOM 


3637 


0 


HOH 


692 




ATOM 


3638 


0 


HOH 


693 




ATOM 


3639 


0 


HOH 


694 




ATOM 


3640 


0 


HOH 


695 




ATOM 


3641 


0 


HOH 


696 


20 


ATOM 


3642 


0 


HOH 


697 




ATOM 


3643 


0 


HOH 


698 




ATOM 


3644 


0 


HOH 


699 




ATOM 


3645 


0 


HOH 


700 




ATOM 


3646 


0 


HOH 


701 


25 


ATOM 


3647 


0 


HOH 


702 




ATOM 


3648 


0 


HOH 


703 




ATOM 


3649 


0 


HOH 


704 




ATOM 


3650 


0 


HOH 


705 




ATOM 


3651 


0 


HOH 


706 



- 141 - 

18. 037 -12. 657 56. 097 1. 00 62.31 

15.700 -10.616 55.942 1.00 49.61 

17.485 -8.240 55.372 1.00 37.91 

22.370 -12.555 56.733 1.00 27.53 

21.048 -16.039 51.265 1.00 53.09 

25. 649 -8. 890 49. 620 1. 00 43. 30 
25.472 -5. 908 50.031 1.00 43.23 
27.841 -3.633 51. 119 1.00 34.64 
23. 209 1. 359 50. 792 1. 00 44. 06 

26. 198 3.711 50. 151 1.00 38.65 

27. 728 6. 416 50. 494 1. 00 39. 66 
30. 171 5. 238 50. 152 1. 00 36.90 
32. 248 6. 334 48. 750 1. 00 33. 36 
36. 665 2. 495 46. 196 1. 00 32. 68 
37.821 0.573 47.634 1.00 47.42 

42. 794 0. 201 52. 097 1. 00 44. 65 
41.559 1. 725 53.810 1.00 38.52 

43. 105 3. 662 55. 242 1. 00 34. 89 
45.510 2.836 56.086 1.00 40.92 
50. 206 2. 510 60. 598 1. 00 45. 86 
52.258 1.308 61.720 1.00 45.43 
48.954 1. 961 67. 618 1. 00 35. 43 
49. 694 -0. 399 68. 442 1. 00 39. 38 
40.015 -5. 106 51. 960 1.00 36.49 
34. 048 -12. 903 50. 839 1. 00 37. 87 
33.190 -14.541 52.882 1.00 51.09 
34.961 -16.254 52.067 1.00 35.42 
30. 397 -15. 105 52. 902 1. 00 39. 69 
31.770 -20.985 57.467 1.00 48. 16 
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37. 192 -19. 637 55. 866 1.00 46.43 

38. 187 -23.567 61.924 1.00 40.92 
38. 470 -23. 126 65. 456 1. 00 45. 43 
30. 533 -23. 844 62. 578 1. 00 37. 90 
26.515 -21.678 62.544 1.00 39.08 

27. 242 -20. 400 65. 671 1. 00 33. 60 
25.907 -18. 116 65. 171 1.00 24.64 

28. 226 -26. 567 74. 622 1. 00 44. 93 
31.091 -28. 151 73. 632 1.00 39.43 
28.020 -32.685 74.512 1.00 48.35 
28.401 -36.363 77.956 1.00 47.24 
26. 796 -22. 733 95. 375 1. 00 34. 50 
23. 506 -18. 729 96. 532 1. 00 46. 50 

7. 193 -13. 392 87. 134 1. 00 48. 33 

23.769 -2.393 77. 130 1.00 39.79 

21.538 6. 141 76.432 1.00 52.58 

26.038 13.552 80.579 1.00 47.60 

25. 460 9. 823 62. 329 1. 00 33. 10 
27.321 10.443 60.403 1.00 39.23 

26. 658 8. 602 58. 871 1. 00 32. 16 
29.670 11.059 61.417 1.00 24.95 
30. 585 13. 937 60. 932 1. 00 41. 90 
34.591 18.790 55.094 1.00 40.47 
34. 117 19. 353 52. 182 1. 00 54. 62 
31.428 16. 535 48. 224 1. 00 37. 06 
31.432 15. 488 46. 047 1. 00 33. 85 
27.660 11.291 51.289 1.00 40.74 

27. 629 10. 029 53. 857 1. 00 30. 56 
22.996 7. 311 45. 724 1.00 57. 65 
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43. 263 1. 00 34. 43 

40. 211 1.00 45.05 

41. 242 1.00 44.71 
44.352 1.00 31.96 

52. 237 1.00 43.41 

53. 940 1. 00 47. 39 
58. 683 1. 00 45. 42 
51. 201 1.00 44. 12 
63. 763 1. 00 53. 69 
62. 119 1.00 43. 13 
68. 338 1. 00 57. 06 
51. 225 1. 00 56. 55 
43. 981 1. 00 46. 17 
68. 309 1. 00 45. 88 
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47.643 12.628 62.907 

49.066 12.899 63.342 

47.414 13.133 61.491 

47.090 14.301 61.286 

47.571 12.243 60.517 

47.383 12.605 59.121 

47.818 11.457 58.215 

49.282 11.520 57.838 

49.738 10.335 57.003 

50.896 10.369 56.519 

48.948 9.373 56.839 

45.954 12.999 58.794 

45.683 13.538 57.721 

45.036 12.733 59.715 

43.641 13.076 59.490 

42. 722 12. 045 60. 147 

42.544 10.783 59.347 

43.208 9.613 59.697 

41.687 10.758 58.255 

43.016 8.435 58.968 

41.492 9.583 57.523 

42. 158 8. 423 57. 883 

43.310 14.468 60.013 

42.227 14.993 59.767 

44.245 15.068 60.735 

44.028 16.400 61.279 

45.306 16.882 61.979 

45.715 16.023 63.168 

44.686 16.075 64.277 



1. 00 49. 87 
1. 00 50. 58 
1. 00 48. 63 
1. 00 47. 74 
1. 00 47. 60 
1. 00 48. 69 
1.00 51.49 
1. 00 59. 47 
1. 00 64. 78 
1. 00 66. 47 
1. 00 68. 05 
1. 00 48. 26 
1. 00 48. 86 
1. 00 47. 14 
1. 00 45.51 
1. 00 41. 36 
1. 00 37. 96 
1. 00 35. 23 
1. 00 37. 67 
1. 00 32. 67 
1. 00 37. 15 
1. 00 33. 48 
1. 00 47. 24 
1. 00 46. 34 
1. 00 50. 44 
1. 00 55. 06 
1. 00 59. 10 
1. 00 62. 03 
1. 00 65. 56 
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44. 653 15. 207 65. 156 1. 00 66. 95 
43.834 17. 103 64.245 1.00 65.89 
43. 644 17. 359 60. 149 1. 00 56. 09 
43. 892 17. 073 58. 979 1. 00 57. 63 
43. 016 18.476 60. 504 1.00 55. 99 

42.616 19.501 59.540 1.00 55.27 
41.303 19. 128 58.841 1.00 54.71 
41. 325 17. 896 57. 922 1. 00 53. 30 
39.928 17.618 57.419 1.00 53. 18 
42.264 18. 113 56.755 1.00 51.55 
42.444 20.786 60.336 1.00 56.31 
41.377 21.061 60.889 1.00 55.85 
43. 519 21.563 60.399 1.00 58.22 
43.527 22.807 61. 153 1.00 58.31 
44.980 23.280 61.361 1.00 63.03 

45. 118 24.480 62.313 1.00 69.87 
46.490 25. 161 62.245 1.00 73.70 
47.009 25.446 61. 158 1.00 74.68 
47.067 25.446 63.411 1.00 74.99 
42. 702 23. 903 60. 485 1. 00 55. 29 
42.358 23.811 59.308 1.00 51.30 
42.389 24.931 61.267 1.00 55.08 

41.617 26.083 60.824 1. 00 55.66 
41. 940 27. 280 61. 709 1. 00 57. 13 
41.029 28.469 61.523 1.00 59.64 
39. 694 28. 272 62. 208 1. 00 62. 00 
39. 685 27. 840 63. 382 1. 00 62. 44 
38.653 28.559 61.581 1.00 64.27 
41. 905 26. 454 59. 380 1. 00 55. 70 
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41.025 26.416 58.531 1.00 56. 30 

43. 147 26.828 59. 113 1.00 56.74 

43. 571 27. 208 57. 770 1. 00 58. 34 

45. 102 27. 226 57. 714 1. 00 63. 94 

45. 704 28. 026 56. 573 1. 00 70. 36 

45. 615 29. 524 56. 806 1. 00 74. 74 

46. 245 30. 289 56. 040 1. 00 77. 18 

44. 912 29. 938 57. 755 1. 00 77. 44 

43.032 26.231 56.721 1.00 56.56 

42. 375 26. 641 55. 764 1. 00 54. 38 

43.316 24.942 56.921 1.00 55.20 

42.893 23.869 56.015 1.00 53. 13 

43. 106 22. 499 56. 667 1. 00 56. 36 

44.570 22. 116 56.758 1.00 59.69 

45. 263 22. 198 55. 717 1.00 61.07 

45. 021 21.727 57.863 1.00 60.92 

41. 439 23. 995 55. 607 1. 00 49. 74 

41. 100 23.924 54.424 1.00 47.81 

40. 579 24. 156 56. 603 1. 00 46. 04 

39. 167 24. 309 56. 344 1. 00 43. 06 
38. 393 24. 491 57. 649 1. 00 39. 08 
38. 026 23. 218 58.404 1. 00 36. 61 
39.280 22.441 58.756 1.00 37.28 

37. 233 23. 576 59. 642 1. 00 35. 29 
38.948 25. 516 55.452 1.00 44. 18 

38. 410 25. 388 54. 354 1. 00 45. 60 
39. 381 26. 685 55. 920 1. 00 44. 63 
39.206 27.927 55. 170 1.00 43.67 

40. 136 29. 020 55. 695 1. 00 45. 23 
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34. 626 27. 735 50. 383 1. 00 43. 86 
36. 785 28. 104 50. 847 1. 00 44. 90 

36. 938 29. 015 49. 729 1. 00 45. 60 
38. 286 29. 727 49. 815 1. 00 49. 40 
38.459 30.563 51.075 1.00 53.81 
38. 231 32.052 50. 851 1.00 57.78 

38. 483 32. 807 52. 077 1. 00 63. 20 

39. 587 32. 696 52. 820 1. 00 65. 30 
40.557 31.854 52.466 1.00 64.80 

39. 720 33. 425 53. 925 1. 00 66. 89 
36.814 28.262 48.418 1.00 44.08 

35. 977 28. 605 47. 586 1. 00 43. 75 

37. 633 27. 227 48. 245 1. 00 43. 43 
37.612 26.418 47.026 1.00 43.94 
38.547 25.212 47. 174 1.00 44.76 

40. 020 25. 580 47. 244 1. 00 44. 66 
40. 898 24. 392 47. 617 1. 00 44. 20 
41.728 23.919 46.512 1.00 44.66 

42. 890 23. 292 46. 678 1. 00 45. 10 

43. 350 23. 075 47. 900 1. 00 44. 34 
43. 590 22. 870 45. 631 1. 00 45. 47 

36. 202 25. 941 46. 660 1. 00 43. 73 
35. 921 25. 645 45.497 1. 00 43. 31 
35.324 25.851 47.656 1.00 42.87 
33.946 25.440 47.413 1.00 41.30 
33. 222 25. 136 48. 726 1. 00 43. 30 
31. 782 24. 636 48. 556 1. 00 45. 16 
31.646 22.826 48.280 1.00 52.61 
31.892 22.708 46.492 1.00 46.47 
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33. 249 26. 603 46. 723 1. 00 39. 52 

32. 702 26. 458 45. 635 1. 00 39. 06 

33. 275 27. 767 47. 359 1. 00 37. 22 
32. 637 28. 927 46. 776 1. 00 35. 67 
32. 874 30. 155 47. 643 1. 00 36. 29 

32. 128 30. 122 48.950 1.00 37.44 
32.689 31. 108 49.950 1.00 41.99 
33.841 30.992 50.376 1.00 44.33 
31.880 32.091 50.331 1.00 44.58 

33. 184 29. 155 45. 382 1. 00 35. 21 

32. 454 29. 557 44. 486 1. 00 34. 82 
34.467 28. 884 45. 188 1.00 36.41 

35. 069 29.081 43.875 1.00 38.60 

36. 560 28. 708 43. 888 1. 00 42. 47 

37. 395 29. 263 42. 714 1. 00 45. 02 
37.638 30.775 42.861 1.00 49.54 
38.523 31.365 41.752 1.00 51.65 
38.621 32.865 41.821 1.00 53.58 
34.339 28. 196 42.884 1.00 38.31 

34. 229 28. 534 41. 710 1. 00 40. 28 
33.827 27.066 43.369 1.00 37.21 

33. 117 26. 107 42.525 1.00 34.69 

33. 329 24. 705 43. 072 1. 00 32. 80 

34. 742 24. 245 42. 900 1. 00 33. 53 

35. 164 24.348 41.459 1.00 36.48 
34. 318 24. 044 40. 589 1. 00 39. 36 

36. 326 24. 720 41. 187 1. 00 37. 18 
31.632 26.387 42.375 1.00 34.48 
31.040 26. 110 41.332 1.00 32.30 
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31.030 26.928 43.425 1.00 35.61 

29.621 27.256 43.373 1.00 39.30 

29. 155 27. 852 44. 692 1. 00 39. 16 

29. 146 26.910 45.867 1.00 40.71 
27.930 27.569 47.040 1.00 46.34 

28. 978 28. 338 48. 243 1. 00 46. 54 
29.336 28.258 42.251 1.00 42.24 
28.358 28. 113 41.517 1.00 44.97 

30. 173 29. 284 42. 118 1.00 43.47 

29. 952 30. 274 41. 069 1. 00 42. 69 
30.848 31.497 41.249 1.00 44.70 

30. 548 32. 254 42. 523 1. 00 49. 63 
31.352 32. 128 43.477 1.00 52. 14 

29. 510 32. 968 42. 572 1. 00 49. 66 
30.248 29.641 39.739 1.00 41.40 
29.550 29.880 38.759 1.00 41.06 
31.289 28.826 39.707 1.00 39.70 
31.668 28. 171 38.477 1.00 39.99 
32. 835 27. 227 38. 739 1. 00 43. 98 
33.329 26.482 37.516 1.00 49.72 
34.636 25.777 37. 831 1.00 55.67 
34. 962 24. 746 36. 854 1. 00 62. 98 
36. 062 24. 002 36. 899 1. 00 67. 95 
36. 950 24. 178 37. 877 1. 00 69. 41 
36. 269 23. 075 35. 969 1. 00 70. 32 
30.488 27.417 37.881 1.00 38.35 

30. 253 27. 493 36. 677 1. 00 38. 07 
29. 739 26. 709 38. 728 1. 00 36. 44 
28. 592 25. 938 38. 262 1. 00 32. 80 
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268 


CD 


ARG 46 


ATOM 


269 


NE 


ARG 46 


ATOM 


270 


CZ 


ARG 46 


ATOM 


271 


NH1 ARG 46 


ATOM 


272 


NH2 ARG 46 


ATOM 


273 


C 


ARG 46 


ATOM 


274 


0 


ARG 46 


ATOM 


275 


N 


LEU 47 


ATOM 


276 


CA 


LEU 47 


ATOM 

Alum 


977 

6 1 1 


CB 


LEU 47 


ATOM 


278 


CG 


LEU 47 


ATOM 


279 


CD1 LEU 47 


ATOM 


280 


CD2 LEU 47 


ATOM 


281 


C 


LEU 47 


ATOM 


282 


0 


LEU 47 
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27.344 26.772 38.062 

26.483 26.448 37.251 

27.258 27.854 38.820 

26. 144 28. 774 38. 761 

26. 168 29. 638 40. 010 
25.063 29.363 41.013 
25.346 30.066 42.334 
23.750 29.849 40.413 
26.204 29. 666 37.517 
25.184 30.211 37.086 
27.402 29.813 36.955 
27.628 30.651 35.774 
29.092 31.140 35.744 
29.463 32.067 34.562 
30.951 32.487 34.546 
31.250 33.400 33.441 
30.599 34.542 33.216 
29.608 34.915 34.019 
30.936 35.316 32.187 
27.301 29.920 34.477 
27.773 28.804 34.243 
26.515 30.573 33.623 
26.089 29.993 32.350 
25.151 30.957 31.617 
24. 771 30. 548 30. 196 
24.031 29.240 30.230 
23.929 31.622 29.559 
27.223 29.578 31.418 

27. 152 28. 534 30. 764 



1.00 31.71 
1. 00 30. 43 
1.00 31.23 
1.00 31.72 
I. 00 30. 96 
1. 00 34. 38 
1. 00 34. 74 
1. 00 37. 12 
1. 00 33. 39 
1. 00 34. 01 
1. 00 34. 39 
1. 00 37. 39 
1. 00 42. 80 
1. 00 48. 17 
1. 00 49. 35 
1. 00 54. 04 
1. 00 57. 98 
1. 00 56. 34 
1.00 59.91 
1. 00 37. 53 
1.00 38. 11 
1. 00 36. 42 
1. 00 35. 82 
1.00 31.45 
1. 00 29. 68 
1. 00 28. 93 
1. 00 28. 83 
1. 00 37. 14 
1.00 36.41 
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ATOM 

ATOM 
ATOM 
ATOM 
5 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 

10 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 

15 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 

20 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 

25 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 



283 N GLU 48 

284 CA GLU 48 

285 CB GLU 48 

286 CG GLU 48 

287 CD GLU 48 

288 0E1 GLU 48 

289 0E2 GLU 48 

290 C GLU 48 

291 0 GLU 48 

292 N THR 49 

293 CA THR 49 

294 CB THR 49 

295 0G1 THR 49 

296 CG2 THR 49 

297 C THR 49 

298 0 THR 49 

299 N HIS 50 

300 CA HIS 50 

301 CB HIS 50 

302 CG HIS 50 

303 CD2 HIS 50 

304 ND1 HIS 50 

305 CE1 HIS 50 

306 NE2 HIS 50 

307 C HIS 50 

308 0 HIS 50 

309 N GLU 51 

310 CA GLU 51 

311 CB GLU 51 
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28.272 30.383 

29.371 30.034 

30.448 31.126 

30.126 32.354 

29.022 33.215 

28.581 34.157 

28.600 32.959 

30.005 28.691 

30.593 28.045 

29.873 28.262 

30.484 26.999 

31.761 27.267 

31.477 28.265 

32.921 27.739 

29.595 26.024 

30.043 24.932 

28.340 26.405 

27.416 25.565 

25. 980 26. 129 

25.217 25.754 

23.950 25.304 

25.730 25.894 

24. 812 25.550 

23. 722 25. 189 

27.447 24.117 

27. 144 23. 212 

27.848 23.883 

27.863 22.519 

27.573 22.463 



31.347 1.00 39.28 

30. 462 1. 00 42. 38 

30. 473 1. 00 43. 91 
29.631 1.00 46.02 
30.221 1.00 48.71 
29. 524 1. 00 48. 10 

31. 375 1. 00 49. 31 

30. 809 1. 00 43. 42 

29. 939 1. 00 43. 61 

32. 066 1. 00 44. 28 

32. 508 1. 00 46. 81 

33. 366 1. 00 47. 70 

34. 356 1. 00 45. 18 

32. 486 1. 00 48. 17 

33. 293 1. 00 46. 50 
33. 683 1. 00 45. 72 

33. 508 1. 00 44. 18 

34. 262 1. 00 41. 93 
34. 190 1. 00 38. 83 
32. 953 1. 00 35. 50 

32. 795 1. 00 33. 70 

31. 682 1. 00 36. 24 

30. 796 1. 00 33. 56 
31.446 1. 00 32. 06 

33. 804 1. 00 41. 73 
34. 572 1. 00 41. 14 

32. 566 1. 00 42. 00 
32. 103 1. 00 45. 79 
30.617 1.00 46.76 
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ATOM 


312 


CG 


GLU 51 




ATOM 


313 


CD 


GLU 51 




ATOM 


314 


0E1 


GLU 51 




ATOM 


315 


0E2 GLU 51 


5 


ATOM 


316 


C 


GLU 51 




ATOM 


317 


0 


GLU 51 




ATOM 


318 


N 


GLU 52 




ATOM 


319 


CA 


GLU 52 




ATOM 


320 


CB 


GLU 52 


10 


ATOM 


321 


CG 


GLU 52 




ATOM 


322 


CD 


GLU 52 




ATOM 


323 


0E1 GLU 52 




ATOM 


324 


0E2 GLU 52 




ATOM 


325 


C 


GLU 52 


15 


ATOM 


326 


0 


GLU 52 




ATOM 


327 


N 


ALA 53 




ATOM 


328 


CA 


ALA 53 




ATOM 


329 


CB 


ALA 53 




ATOM 


330 


C 


ALA 53 


20 


ATOM 


331 


0 


ALA 53 




ATOM 


332 


N 


SER 54 




ATOM 


333 


CA 


SER 54 




ATOM 


334 


CB 


SER 54 




ATOM 

Al Urn 


000 


OG 


SER 54 


25 


ATOM 


336 


C 


SER 54 




ATOM 


337 


0 


SER 54 




ATOM 


338 


N 


VAL 55 




ATOM 


339 


CA 


VAL 55 




ATOM 


340 


CB 


VAL 55 
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27.523 21.048 30. 100 1.00 50.98 

26. 521 20. 885 28. 989 1. 00 53. 94 

25.313 21.082 29.253 1.00 55.61 

26. 940 20. 560 27. 857 I. 00 55. 48 

29.139 21.757 32.402 1.00 48.17 

29. 094 20. 657 32. 953 1. 00 49. 35 
30.276 22.331 32.034 1.00 50.75 
31.565 21.681 32.264 1.00 52.07 
32. 633 22. 321 31. 352 1. 00 56. 66 

32. 768 23. 854 31.476 1. 00 63. 81 

33. 420 24. 528 30. 253 1. 00 67. 84 
33. 601 25. 770 30. 278 1. 00 68. 83 
33. 742 23. 826 29. 266 1. 00 70. 00 
31.982 21.760 33.738 1.00 49.95 
33.013 21.215 34.132 1.00 47.47 
31.162 22.429 34.548 1.00 48.46 
31.449 22.594 35.972 1.00 47.88 
30.418 23.510 36.615 1.00 47.30 
31.510 21.278 36.731 1.00 46.84 
31.287 20.206 36.172 1.00 48.51 
31.816 21.353 38.016 1.00 44.67 
31.895 20.133 38.792 1.00 42.38 
33.201 20.090 39.581 1.00 44.26 
33.290 18.883 40.316 1.00 45.49 

30. 712 20. 059 39. 734 1. 00 39. 72 
30. 058 19. 028 39. 841 1. 00 41. 09 
30.440 21.165 40.411 1.00 34.77 
29.326 21.239 41.343 1.00 30.58 
29. 682 22. 186 42. 498 1. 00 28. 73 
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ATOM 


341 


CGI VAL 55 
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342 


CG2 VAL 55 
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ATOM 
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345 


N 
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346 


CA 
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ATOM 


347 


CB 


LYS 56 


ATOM 


348 


CG 


LYS 56 


ATOM 


349 


CD 


LYS 56 


ATOM 


350 


CE 


LYS 56 


ATOM 


351 


NZ 


LYS 56 


ATOM 


352 


C 


LYS 56 


ATOM 


353 
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LYS 56 


ATOM 


354 
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MET 57 


ATOM 


355 


CA 


MET 57 


ATOM 


356 


CB 


MET 57 


ATOM 


357 


CG 


MET 57 


ATOM 


358 


SD 


MET 57 


ATOM 


359 


CE 


MET 57 


ATOM 


360 


C 


MET 57 


ATOM 


361 


0 


MET 57 


ATOM 


362 


N 


LEU 58 


ATOM 


363 


CA 


LEU 58 


ATOM 


364 

Jul 


CB 


LEU 58 


ATOM 


365 


CG 


LEU 58 


ATOM 


366 


CD1 


LEU 58 


ATOM 


367 


CD2 


LEU 58 


ATOM 


368 


C 


LEU 58 


ATOM 


369 


0 


LEU 58 
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28.480 22.433 43.383 

30.814 21.596 43.297 

28.094 21.760 40.597 

27.704 22.920 40.745 

27.482 20.887 39.803 

26.323 21.235 38.986 

25.362 20.046 38.891 

25. 936 18.737 38.337 
26.311 18.836 36.875 
27.609 19.592 36.698 
27.932 19. 759 35.259 
25.520 22. 470 39.374 
25.133 23.236 38.498 
25.257 22.660 40.665 
24.462 23.803 41.128 
25.277 25.089 41.059 
26.515 25.090 41.930 

26. 219 25. 164 43. 694 
25.523 26.842 43.905 
23.207 23.953 40.270 
23.000 24.972 39.610 
22.371 22.923 40.290 
21.154 22.914 39.498 
20.710 21.466 39.245 
21.726 20.444 38.720 
21.193 19.068 39.021 
21.999 20.608 37.233 
20. 005 23. 696 40. 134 
19.752 23.602 41.340 



1. 00 30. 75 
1. 00 25. 80 
1. 00 30. 28 
1. 00 32. .16 
1. 00 26. 82 
1.00 21. 66 
1. 00 26. 53 
1. 00 29. 32 
1. 00 29. 86 
1. 00 29. 73 
1. 00 32. 80 
1.00 17.56 
1.00 15.95 
1.00 14.30 
1.00 12.73 
1.00 9.92 
1.00 6.47 
1.00 8.00 
1.00 1.00 
1.00 14.05 
1.00 12.36 
1.00 17.80 
1.00 19.02 
1.00 18.03 
1.00 16.28 
1. 00 20. 44 
1. 00 15. 03 
1. 00 20. 20 
1. 00 19. 91 
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0 


PRO 59 
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0G1 THR 60 
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ATOM 
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THR 60 
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CA 
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ATOM 
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CB 
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387 


CG 
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ATOM 


388 


CD1 TYR 61 


20 


ATOM 


389 
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ATOM 


390 


CD2 TYR 61 




ATOM 


391 


CE2 TYR 61 




ATOM 


392 


CZ 


TYR 61 




ATOM 
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ATOM 
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TYR 61 
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397 


CA 


VAL 62 



ATOM 398 CB VAL 62 



- 157 - 

19.316 24.507 39.320 1.00 20.57 
19. 856 24. 939 38. 022 1. 00 20. 39 
18. 171 25.342 39.694 1.00 22.50 
17.939 26. 168 38.437 1.00 22.07 
19.306 26.329 37.906 1.00 21.92 
16.975 24.437 40.010 1.00 23.49 
16. 698 23. 504 39. 264 1. 00 25. 36 
16. 258 24. 714 41. 092 1. 00 22. 35 
15. 133 23. 871 41. 469 1. 00 20. 99 
15. 097 23. 607 42. 964 1. 00 22. 35 
14. 823 24. 837 43. 647 ' 1. 00 24. 53 
16.408 23.049 43.441 1.00 24.88 
13.815 24.516 41. 160 1.00 20.21 
12.793 23.848 41. 119 1.00 24. 18 
13. 839 25.822 40. 973 1. 00 19.09 
12.628 26.595 40.715 1.00 20.03 
11.955 26. 172 39.427 1.00 13.50 
12.581 26.830 38.234 1.00 13.18 
12.028 27.983 37.666 1.00 8.00 
12.596 28.551 36.536 1.00 4.24 

13. 725 26. 281 37. 647 1. 00 14. 04 

14. 296 26. 843 36. 529 1. 00 10. 05 
13.730 27.963 35.976 1.00 5.80 
14.307 28.423 34.828 1.00 4.54 

11. 620 26. 572 41. 833 1. 00 21. 95 
10.437 26.816 41.609 1.00 22.47 

12. 102 26.293 43.037 1.00 24.47 
11.265 26.288 44.218 1.00 29.86 
11.750 25.231 45.207 1.00 28.92 
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THR 65 




ATOM 


427 


N 


PRO 66 



- 158 - 

10. 780 25. 091 46. 370 1. 00 28. 30 

11.909 23. 926 44.480 1.00 28. 58 

11.494 27.680 44.786 1.00 34.67 

11.584 27. 879 45.993 1.00 39.01 

11.589 28. 638 43.874 1.00 38.40 

11.847 30.038 44. 182 1.00 41. 10 

12.041 30.804 42.874 1.00 42.02 

10. 794 30. 798 41. 996 1. 00 44. 76 

11.072 31. 197 40.550 1.00 46.61 

9.827 31.366 39.804 1.00 48.56 

8. 972 30. 381 39. 541 1. 00 50. 39 

9. 225 29. 145 39. 955 1. 00 50. 83 
7.854 30. 635 38. 875 1.00 51. 11 

10. 788 30. 751 45. 004 1. 00 42. 71 

9. 790 30. 167 45. 424 1. 00 41. 58 

11.047 32.036 45.224 1.00 46. 12 

10. 155 32. 922 45. 954 1. 00 49. 96 

10. 400 32. 826 47. 454 1. 00 50. 57 

9. 374 33. 507 48. 157 1. 00 53. 70 

10.435 34. 340 45.458 1.00 51.04 

11.300 35.047 45.985 1.00 50.38 

9. 690 34. 728 44. 425 1. 00 53. 23 

9.827 36.031 43.791 1.00 54.89 

10. 151 35.871 42.281 1.00 56.21 

9. 094 35. 158 41. 622 1. 00 55. 23 

11.461 35. 112 42. 103 1.00 56.71 

8.582 36.911 43.939 1.00 56.01 

7. 503 36. 430 44. 291 1. 00 56. 26 

8. 728 38. 222 43. 676 1. 00 56. 49 
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ATOM 


428 


CD 


PRO 66 


10.019 


38. 866 


43. 377 


1. 00 56. 96 
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429 


CA 
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39. 228 


43. 758 


1.00 56.28 
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CB 
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40. 502 


43. 313 


1. 00 57. 08 




ATOM 
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CG 


PRO 66 


9.759 


40. 287 


43. 786 


1.00 58.08 
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432 


c 
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6. 487 


38. 901 


42. 864 


1.00 56.75 




ATOM 
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5. 477 


39. 604 


42. 874 


1 00 57 23 
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42. 072 


1 00 56 42 
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1 00 56 82 
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1 00 61 19 
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1 00 40 69 

A. UU ~U. U »/ 


20 


ATOM 


447 


N 


SER 69 


5. 154 


33 564 


43 599 
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32. 920 


45. 607 


1. 00 38. 89 
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GLU 70 


5. 857 


31. 143 


46. 014 


1. 00 39. 96 




ATOM 


454 


CA 


GLU 70 


6. 388 


30. 942 


47. 355 


1. 00 40. 53 




ATOM 


455 


CB 


GLU 70 


5. 265 


31. 074 


48. 391 


1. 00 44. 80 




ATOM 


456 


CG 


GLU 70 


4. 675 


32. 483 


48. 492 


1. 00 52. 74 
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15 
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ATOM 
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5. 705 33. 554 48. 900 1. 00 58. 55 

5. 362 34. 763 48. 866 1. 00 59. 55 

6. 852 33. 192 49. 258 1. 00 60. 30 

7. 075 29. 583 47. 483 1. 00 38. 65 

6. 807 28. 660 46. 704 1. 00 37. 89 

7. 962 29. 459 48. 466 1. 00 35. 96 

8. 670 28. 207 48. 653 1. 00 34. 46 

9. 723 28. 319 49.755 1.00 33.00 
10. 236 26. 949 50. 120 1. 00 33. 91 
10. 885 29. 152 49. 249 1. 00 32. 56 
7.730 27.042 48.931 1.00 34.75 
7. 851 25. 985 48. 310 1.00 37. 23 
6.783 27.219 49.841 1.00 33.37 
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47.761 1.00 61.31 
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47. 074 1. 00 47. 40 
48. 228 1. 00 49. 37 
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49.212 1.00 50.43 
50. 110 1.00 51.38 
49. 740 1. 00 50. 58 
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43. 894 1. 00 42. 98 
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1. 142 2. 844 
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0. 764 4. 971 

2. 782 4. 001 
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2. 972 6. 399 
2. 456 7. 301 



32. 135 1.00 81. 16 

33. 503 1. 00 84. 52 
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25. 783 1. 00 63. 05 

25. 876 1. 00 59. 92 
24. 502 1. 00 59. 06 
23. 718 1. 00 57. 88 
23. 794 1. 00 59. 21 

26. 721 1. 00 58. 97 

26. 912 1.00 58. 11 

27. 218 1. 00 56. 72 

28. 052 1. 00 52. 86 
28. 177 1.00 51.30 
27.421 1.00 51.58 
28. 080 1. 00 52. 70 
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3.260 6.502 26.131 

2. 994 7. 716 25. 386 

3. 194 7. 471 23. 894 

4. 210 6.381 23.550 

5. 630 6.736 23.945 
5.962 6.621 25. 141 
6.411 7.139 23.057 
1. 557 8. 140 25. 630 
1.295 9.257 26.070 
0.627 7.235 25. 351 

-0.791 7.525 25.513 

-1.626 6.358 24.990 

-1.721 6.328 23.479 

-2.483 4.835 22.838 

-3.908 4.669 23.961 

-1.190 7.820 26.937 

-1.910 8.780 27.204 

-0.719 6.985 27.852 

-1.051 7.141 29.263 

-0. 256 6. 140 30. 108 
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-0.759 8.551 29.746 
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0.871 10.306 29.929 

2. 387 10.398 29.908 

3. 015 9.772 31.112 



1. 00 48. 02 
1. 00 46. 07 
1. 00 49. 10 
1. 00 52. 89 
1. 00 53. 64 
1. 00 55. 30 
1. 00 52. 83 
1. 00 44. 27 
1. 00 44. 84 
1. 00 41. 37 
1. 00 38. 57 
1. 00 41. 30 
1. 00 46. 24 
1. 00 50. 88 
1. 00 50. 02 
1. 00 34. 60 
1. 00 31. 69 
1. 00 32. 63 
1. 00 30. 24 
1. 00 27. 33 
1.00 21.99 
1. 00 22. 53 
1.00 17.78 
1. 00 28. 67 
1.00 25.21 
1. 00 26. 83 
1. 00 25. 29 
1. 00 20. 22 
1.00 15.51 
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31.692 1.00 23.51 
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29. 678 1. 00 26. 43 

30. 232 1. 00 31. 61 
31. 528 1. 00 34. 64 
32. 073 1. 00 38. 10 
30.605 1.00 19. 11 
30. 824 1. 00 16. 08 
31.399 1.00 17.91 
32.615 1.00 17.82 
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-0.819 12.236 

-0.489 12.905 

-1.055 10.732 

0. 045 9. 984 

-1.717 14.313 

-1.991 15.205 

-1. 108 14. 532 

-0.747 15.877 

-0.057 15.857 

0. 569 17. 100 

-2.011 16.742 

-2. 177 17. 658 

-2.902 16.431 

-4. 152 17. 161 

-5.111 16.353 

-6.471 16.990 

-7. 280 16. 175 

-7.211 16.481 

-7.963 15.218 

-4.797 17.431 

-5.177 18.561 

-4. 929 16. 384 

-5.532 16.535 

-5.452 15.219 

-6.450 13.922 

-4.853 17.636 

-5.515 18.561 

-3.532 17.536 

-2.763 18.536 



33.203 1.00 19.82 

34. 538 1. 00 18. 77 

33.331 1.00 21.27 

34. 062 1. 00 23. 92 

32.325 1.00 18.09 

33. 123 1. 00 16. 68 

31. 172 1.00 19. 12 

30. 789 1. 00 20. 96 

29.432 1.00 19.89 

29. 190 1. 00 22. 20 

30. 746 1. 00 21. 92 
31.551 1.00 20.25 
29. 813 1. 00 23. 87 
29. 670 1. 00 26. 98 
28. 802 1. 00 33. 10 
28. 544 1. 00 39. 51 
27. 544 1. 00 44. 52 
26. 327 1. 00 46. 11 
27. 980 1. 00 43. 93 
31.020 1.00 26.55 
31. 334 1. 00 26. 16 

31. 820 1. 00 26. 36 
33. 130 1. 00 26. 47 
33. 893 1. 00 28. 39 

33. 126 1. 00 37. 58 
33.914 1.00 25.00 

34. 372 1. 00 24. 97 
34. 059 1. 00 24. 74 
34. 793 1. 00 21. 55 
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921 CB ILE 130 

922 CG2 ILE 130 
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926 0 ILE 130 

927 N SER 131 

928 CA SER 131 

929 CB SER 131 

930 OG SER 131 

931 C SER 131 

932 0 SER 131 

933 N ASP 132 

934 CA ASP 132 

935 CB ASP 132 

936 CG ASP 132 

937 0D1 ASP 132 

938 0D2 ASP 132 
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940 0 ASP 132 

941 N PHE 133 

942 CA PHE 133 

943 CB PHE 133 

944 CG PHE 133 

945 CD1 PHE 133 

946 CD2 PHE 133 

947 CE1 PHE 133 

948 CE2 PHE 133 

949 CZ PHE 133 
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-1.245 18.255 

-0.458 19.404 

-0.915 16.984 

0.574 16.713 

-3.070 19.910 

-3.572 20. 780 

-2.785 20.091 

-3.048 21.353 

-3.011 21.186 

-3. 856 22. 154 

-4.417 21.851 

-4.586 23. 002 

-5.411 20.986 

-6.753 21.397 

-7.735 20.248 

-9. 165 20. 650 

-9.764 21.347 

-9.674 20.283 

-6.790 21.843 

-7. 160 22. 982 

-6.394 20.932 

-6. 372 21. 170 

-5.604 20.060 

-5.343 20.362 

-6.396 20.547 

-4.043 20.523 

-6.159 20.896 

-3.792 20.872 

-4.850 21.059 



34. 709 1. 00 17. 55 

35.304 1.00 15.00 

35.490 1.00 16.42 

35.623 1.00 18.34 

34. 219 1. 00 23. 54 

34. 926 1. 00 21. 27 

32. 933 1. 00 26. 25 

32. 270 1. 00 28. 50 
30. 764 1. 00 28. 76 
30. 164 1. 00 32. 87 
32: 661 1.00 31.48 

33. 057 1. 00 33. 67 
32. 546 1. 00 34. 56 
32. 908 1. 00 39. 04 
32. 694 1. 00 44. 84 
32. 987 1. 00 50. 51 
32. 131 1.00 53.56 

34. 078 1. 00 52. 37 
34. 376 1. 00 38. 23 

34. 677 1. 00 36. 81 

35. 270 1. 00 36. 88 

36. 713 1. 00 34. 85 

37. 433 1. 00 33. 59 

38. 878 1. 00 34. 77 

39. 760 1. 00 35. 58 
39.348 1.00 37.81 
41.091 1.00 37.66 

40. 678 1. 00 38. 00 
41. 548 1.00 38.85 
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2.561 5.093 44.808 1.00 35.78 

3. 095 4. 695 45. 845 1. 00 36. 93 

1. 305 4. 813 44. 467 1. 00 38. 60 

0.420 4.006 45.295 1.00 40.51 

-0.830 4.802 45.641 1.00 41.51 

-1. 507 5. 159 44. 453 1. 00 47. 40 

0. 038 2. 736 44. 533 1. 00 41. 75 

0.069 2.696 43.301 1.00 40.78 

-0. 336 1. 704 45. 278 1. 00 43. 86 

-0. 684 0. 421 44. 687 1. 00 45. 76 

0.465 -0. 557 44. 965 1. 00 51.67 

0.429 -1.808 44. 133 1.00 57.82 

0.597 -1.749 42.751 1.00 59.39 

0. 256 -3. 056 44. 739 1. 00 60. 37 

0.598 -2.915 41.979 1.00 61.23 

0. 254 -4. 232 43. 978 1. 00 61.76 

0.426 -4. 161 42. 593 1.00 61.46 

-2. 007 -0. 134 45. 238 1. 00 43. 74 

-2. 137 -0.382 46.437 1.00 43.01 

-3. 005 -0. 322 44. 359 1. 00 40. 65 

-2. 993 0. 179 42. 979 1. 00 39. 35 

-4. 330 -0. 844 44. 685 1. 00 38. 88 

-5. 045 -0. 803 43. 352 1. 00 36. 16 

-4.454 0.359 42.711 1.00 37.38 

-4. 235 -2. 255 45. 192 1. 00 41. 30 

-3.481 -3.057 44.657 1.00 42. 17 

-5.013 -2.565 46.215 1.00 45.30 

-5.016 -3.905 46.767 1.00 49.50 

-4. 124 -3. 989 47. 990 1. 00 45. 75 
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-4.297 -5.331 

-2.684 -3.772 

-6.432 -4.268 

-6.963 -3.683 

-7.042 -5.232 

-8.413 -5.643 

-8.812 -6.847 

-9.033 -6.501 

-9.094 -7.736 

-9.292 -7.352 

-9. 138 -8. 168 

-8.778 -9.432 

-9.340 -7.717 

-8.639 -5.965 

-7.689 -6.255 

-9.903 -5.923 

-10. 265 -6. 184 

-11.724 -5.769 

-12.049 -5.506 

-11.335 -5.722 

-13.243 -4.944 

-13.251 -4.823 

-12.106 -5.288 

-10.063 -7.645 

-9.196 -7.957 

11.816 6.551 

11.492 7.278 

12. 677 8. 168 

13. 189 9. 094 



48.638 1.00 45.79 

47. 594 1. 00 44. 88 

47. 181 1.00 55.51 
48. 119 1.00 58.30 
46.495 1.00 61.06 
46.812 1.00 67.71 
45.956 1.00 71.43 
44. 501 1.00 76. 11 
43.621 1.00 78.73 
42. 226 1. 00 81. 59 
41. 190 1.00 82.83 
41.386 1.00 83.55 
39.956 1.00 82.01 
48.291 1.00 70. 15 
49.022 1.00 71.24 

48. 720 1. 00 71. 23 
50. 117 1.00 72.30 
50. 365 1. 00 73. 82 
51.808 1.00 76.32 
52. 941 1. 00 76. 70 

52. 211 1. 00 76. 54 

53. 527 1. 00 76. 16 
53. 994 1. 00 77. 55 
50. 522 1. 00 72. 42 
51.345 1.00 71. 15 

32. 482 1. 00 43. 22 

33. 706 1. 00 42. 73 

34. 155 1. 00 46. 67 
33. 052 1. 00 50. 13 
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3.761 14.634 26.603 1.00 17. 11 

2.996 13.943 27.722 1.00 19.70 

3.475 16. 130 26. 600 1. 00 14.48 

2.911 16.660 25.646 1.00 11.69 

3.873 16.801 27.677 1.00 13.32 

3.682 18.239 27.817 1.00 13.84 

4.422 18.754 29.056 1.00 12.34 

4.368 20.266 29. 118 1.00 13.98 

3. 776 18. 153 30. 302 1. 00 14. 10 
4.455 18. 530 31. 595 1. 00 14.04 

4. 223 18. 928 26. 575 1. 00 15. 60 
3.634 19.888 26.058 1.00 14.87 
5.351 18.408 26. 103 1.00 16. 13 
6.010 18.913 24.918 1.00 16.34 
7. 361 18. 211 24. 737 1. 00 18.43 
8.503 19.081 24. 175 1. 00 24.32 
8.539 19. 154 22.631 1.00 28.76 
9.830 19.841 2.2. 125 1.00 30.07 

10. 060 19. 788 20. 642 1. 00 27. 01 

5. 101 18. 652 23. 718 1. 00 16.41 
4. 786 19. 575 22. 981 1. 00 17. 80 
4.656 17.413 23. 529 1.00 14.92 
3. 798 17. 107 22. 386 1. 00 15. 62 
3. 241 15. 684 22.491 1. 00 19. 10 
4.071 14. 622 21.775 1.00 20.57 
3.634 13. 221 22. 156 1.00 19.26 
3. 950 12. 925 23. 547 1. 00 23. 45 
3.732 11.747 24. 119 LOO 28.59 
3. 194 10. 767 23. 406 1. 00 32. 19 
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4.062 11.537 25.391 1.00 29.84 

2.652 18.086 22.207 1.00 15.44 

2.383 18.513 21.098 1.00 15. 17 

1.980 18.441 23. 295 1.00 17.09 

0. 853 19. 372 23. 253 1. 00 19. 02 

0.588 19.885 24.647 1.00 17.94 

0. 579 18. 785 25. 635 1. 00 20. 35 

-0. 812 18.328 25.855 1.00 22.03 

-1. 565 19. 332 26. 586 1. 00 27. 30 

-2. 824 19. 164 26. 954 1. 00 32. 13 

-3.437 18.028 26.639 1.00 34.51 

-3.465 20. 115 27.631 1.00 33.64 

1.010 20.572 22.321 1.00 22.21 

0. 017 21. 184 21.937 1.00 24.03 

2. 245 20. 923 21. 975 1. 00 24. 28 
2.472 22.052 21.088 1.00 25.59 
2.351 23.417 21.750 1.00 27.55 
2.734 24.437 21. 163 1.00 26.53 
1.836 23.434 22.981 1.00 28.09 

1. 634 24. 678 23. 725 1. 00 28. 74 

0. 349 24.597 24.548 1.00 32. 11 
-0. 873 24. 329 23. 692 1. 00 36. 60 

1. 053 25. 025 22. 668 1. 00 38. 48 
■1. 659 23. 424 24. 046 1. 00 40. 23 
2.774 25.089 24.641 1.00 27.04 

3. 815 24.439 24. 689 1. 00 26. 55 
2.565 26. 181 25.370 1.00 25.47 
3. 582 26. 691 26. 274 1. 00 25.41 
3.083 27.932 27.016 1.00 27.05 
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0. 736 24. 840 32. 590 1. 00 30. 59 

1.023 23. 135 31. 203 1.00 32.71 

4. 110 23. 959 34. 853 1.00 22.26 

3.960 24. 551 35. 923 1.00 18.00 

4.873 22.878 34.717 1.00 19.81 

5.605 22.301 35.841 1.00 18.78 

5. 133 20.852 36. 115 1.00 16.48 

3. 736 20. 859 36. 696 1. 00 19. 07 

5. 150 20.042 34.823 1.00 10.86 

7.121 22.267 35.648 1.00 20.19 

7.665 22.752 34.655 1.00 21.16 

7.798 21. 695 36. 629 1.00 20.40 

9.237 21. 547 36. 594 1.00 22.39 

9. 975 22. 834 37. 007 1. 00 24. 84 

9.331 23.406 38. 255 1.00 31.58 

11.465 22. 539 37. 266 1.00 21.54 

9. 502 20. 457 37. 598 1. 00 23. 06 

9.039 20. 501 38. 755 1. 00 22.26 

10.229 19.460 37. 120 1.00 23.03 

10. 569 18. 300 37. 907 1. 00 22. 74 

11.460 17.418 37. 112 1.00 23.66 

11.236 18.646 39.209 1.00 24.47 

12.045 19.564 39.285 1.00 27.55 

10.872 17.914 40.244 1.00 25.96 

11.479 18. 106 41. 547 1. 00 27.52 

10. 720 19. 124 42. 386 1. 00 27. 45 

11.516 19.580 43.597 1.00 27.56 

11.967 18.244 44.740 1.00 28.85 

10. 732 18. 486 46. 045 1. 00 23. 74 
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11.436 16.752 42. 219 1.00 28.79 

10.377 16.290 42.653 1.00 25.51 

12.600 16. 118 42.293 1.00 29.76 

12. 695 14.802 42. 883 1. 00 28. 97 

12.943 13.727 41.813 1.00 25.86 

11.936 13.870 40.681 1.00 22.02 

14.361 13.831 41.310 1.00 23.30 

13.815 14.713 43.890 1.00 31.36 

13.934 13.713 44.585 1.00 34.93 

14. 638 15.745 43. 987 1. 00 32. 12 

15. 741 15. 674 44. 929 1. 00 33. 37 
16.667 16.867 44.736 1.00 36. 19 
18.052 16.601 45.260 1.00 39.20 
18. 847 15. 905 44. 621 1. 00 41. 71 
18. 349 17. 133 46. 440 1. 00 39. 72 
15. 220 15. 625 46. 363 1. 00 32. 02 
14.382 16.439 46.751 1.00 28.87 
15.705 14.665 47. 149 1.00 31.97 
15. 245 14. 538 48. 541 1. 00 33. 94 
15. 792 13. 266 49. 197 1. 00 32. 38 

15. 163 12.017 48.642 1.00 31. 18 
15.386 10. 935 49.217 1.00 31. 15 
14.450 12. 118 47.625 1.00 28.42 
15. 626 15. 722 49. 414 1. 00 33. 64 
14. 909 16. 080 50. 356 1. 00 33. 83 

16. 770 16. 313 49. 092 1. 00 31. 15 

17. 290 17.449 49. 826 1. 00 25. 09 

18. 646 17. 825 49. 278 1. 00 25. 45 
19.423 16.630 49. 123 1.00 24.81 
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19.350 18.769 

16.347 18.634 

15. 923 19. 184 

16.009 19.016 

15.106 20.133 

14.582 20.164 

13.555 21.243 

15.714 20.397 

13.917 19.992 

13.584 20.909 

13.291 18.819 

12. 122 18. 523 

11.598 17.148 

12.422 18.615 

11.514 18.770 

13.699 18.498 

14. 123 18. 591 
15.567 18.237 

15. 887 17. 177 
15.833 17.807 
14.007 20.041 
13.554 20.401 
14.447 20.885 
14.363 22.298 
15.043 23.091 
15.119 24.592 
15.258 25.542 
13.547 25.995 
12.864 22.592 



50. 232 1. 00 26. 26 

49. 734 1. 00 20. 16 
50.755 1.00 17.86 
48.510 1.00 12.86 
48.308 1.00 9.27 
46.867 1.00 5.21 
46.720 1.00 1.26 
45.910 1.00 4.57 
49.255 1.00 11.72 
50.016 1.00 9.00 
49.212 1.00 14.04 
50.041 1.00 14.67 
49.702 1.00 14.60 
51.537 1.00 15.41 
52.362 1.00 14.28 
51.879 1.00 13.94 
53.261 1.00 13.05 
53.423 1.00 11.66 
52.525 1.00 12.70 
54.846 1.00 7.92 
53.626 1.00 14.97 
54.714 1.00 14.80 
52.707 1.00 15.34 
52.965 1.00 16.36 
51.845 1.00 19.89 
52. 103 1. 00 23. 82 
50.561 1.00 29.33 

50. 325 1. 00 27. 80 
53.031 1.00 14.33 
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MET 210 12.332 22. 

ILE 211 12. 180 22. 

ILE 211 10.743 22. 

ILE 211 10. 157 22. 

ILE 211 8.748 22. 

ILE 211 11.111 22. 

ILE 211 10.580 22. 

ILE 211 9.987 22. 

ILE 211 9. 117 22. 

SER 212 10.319 20. 

SER 212 9.701 20. 

SER 212 10.300 18. 

SER 212 10.216 18. 

SER 212 9. 918 21. 

SER 212 8.969 21. 

CYS 213 11. 161 21. 

CYS 213 11.432 22. 

CYS 213 12.934 22. 

CYS 213 13.713 20. 

CYS 213 10.822 23. 

CYS 213 10.366 24. 

TYR 214 10. 816 24. 

TYR 214 10.243 25. 

TYR 214 10. 168 25. 

TYR 214 9. 637 27. 

TYR 214 10. 182 28. 

TYR 214 9. 694 29. 

TYR 214 8.582 27. 

TYR 214 8.080 28. 
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16.382 28.123 

16.742 28.428 

17.116 29.911 

15.921 30.878 

16.325 32.347 

17.120 32.815 

15.835 33.024 

17.896 27.566 

18.498 27. 826 

18. 199 26. 525 

19.286 25.654 

20.548 26.041 

21. 673 25. 102 
20.895 27.465 
18.983 24.214 
18.872 23.846 
18.858 23.400 
18. 575 21.994 
19.847 21.184 
20.757 21. 528 
19.911 20.098 
21.101 19.267 

22. 164 19. 958 
23.584 19.535 
24.664 20.375 
24.493 19.328 
20.867 17. 819 
20.243 17.581 
21.389 16. 867 



55. 137 1.00 36. 17 

53. 746 1. 00 35. 58 

53.591 1.00 38.60 

53. 645 1. 00 42. 48 

53. 760 1. 00 42. 62 

52. 909 1. 00 42. 89 

54. 700 1. 00 40. 36 

53. 260 1. 00 33. 89 
52.217 1.00 32.29 

54. 018 1. 00 32. 57 

53. 645 1.00 31.01 

54. 376 1. 00 29. 59 

53. 995 1. 00 29. 07 

54. 043 1. 00 30. 00 
53. 966 1. 00 31. 75 

55. 132 1. 00 33. 50 
52.925 1.00 31.02 
53.119 1.00 28.49 
53. 026 1. 00 26. 21 

52. 267 1. 00 25. 39 

53. 786 1. 00 24. 93 

53. 774 1. 00 24. 66 

54. 623 1. 00 26. 07 

54. 358 1. 00 26. 25 

55. 525 1. 00 28. 76 

56. 939 1. 00 27. 46 
54. 253 1. 00 23. 62 
55.294 1.00 21.62 
53. 478 1. 00 21. 96 
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21. 265 15. 434 53. 764 1. 00 21. 80 
20.514 14.706 52.662 1.00 23.26 
20. 389 13. 242 53. 026 1. 00 22. 57 
19. 142 15.332 52.463 1.00 26.22 
18. 270 15. 229 53. 688 1. 00 30. 06 

22. 595 14. 702 53. 904 1. 00 21. 76 

23. 204 14. 299 52. 909 1. 00 20. 84 

23. 008 14. 492 55. 146 1. 00 22. 14 
24.263 13.824 55.454 1.00 22.07 
25.031 14.613 56.514 1.00 22.20 
26. 321 13. 905 56. 872 1. 00 20. 57 
25. 283 16. 016 56. 005 1. 00 22. 66 
24.060 12.411 55.972 1.00 22.96 

24. 032 12. 172 57. 183 1. 00 23. 79 
23. 924 11.470 55.054 1.00 23.08 

23. 738 10. 094 55. 459 1. 00 25. 20 

24. 623 9. 207 54. 621 1. 00 25. 79 

25. 820 9. 447 54. 501 1. 00 26. 18 

24. 039 8. 181 54. 026 1. 00 27. 28 
24.822 7.291 53.200 1.00 29.44 
23.900 6.356 52.413 1.00 28.91 
24.691 5.441 51.650 1.00 27.54 
22.983 7. 159 51.496 1.00 30.69 

25. 705 8. 139 52. 267 1. 00 30. 87 

26. 878 7. 834 52. 072 1. 00 32. 00 
25. 140 9.216 51.723 1.00 31.23 
25.888 10. Ill 50.855 1.00 30.25 
25.716 11.501 51.434 1.00 32. 12 
25. 139 11.632 52.518 1.00 33.23 
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22.363 29.327 

22.981 29.739 

23.218 27.121 

23.838 27.524 

23.707 28.830 

24.240 29.201 

19.531 27.742 

19.211 27.411 

19. 184 28. 897 

18.380 29.908 

17.492 30.617 

16.489 29.699 

15.575 28.985 

14.171 30.092 

19.270 30.933 

19.631 31.930 

19.626 30.702 

20.487 31.643 

21.168 30.949 

22.051 31.861 

23. 107 32. 542 

24.116 31.891 

22.918 33.735 

19.679 32.838 

18.452 32.810 

20.354 33.898 

19.634 35.062 

20.482 36.317 

20.912 36.579 



48. 393 1. 00 25. 56 

47. 217 1.00 25.47 
48.061 1.00 28. 10 

46. 882 1. 00 26. 39 
46.462 1.00 25.77 

45. 253 1. 00 27. 36 

48. 797 1. 00 32. 10 

47. 657 1. 00 32. 79 

49. 357 1. 00 34. 08 

48. 679 1. 00 34. 57 

49. 697 1. 00 34. 74 

50. 305 1. 00 34. 74 
48. 959 1. 00 35. 81 
48.917 1.00 34.50 
48. 009 1. 00 35. 41 
48. 625 1. 00 37. 55 

46. 753 1. 00 35. 58 
46. 049 1. 00 36. 59 

44. 869 1. 00 38. 16 
44.051 1.00 39.44 
44.890 1.00 41.44 

45. 240 1. 00 40. 65 
45. 208 1. 00 42. 03 
45. 564 1. 00 37. 02 
45. 580 1. 00 38. 00 

45. 149 1. 00 38. 75 
44. 668 1. 00 41. 18 
44. 830 1. 00 39. 63 

46. 258 1. 00 36. 10 
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19.764 37.022 47. 131 1.00 35.20 

19.056 37.971 46.726 1. 00 34.49 

19. 574 36. 434 48. 221 1. 00 33. 72 

19.307 34.836 43. 206 1.00 43.71 

20. 143 34.351 42.437 1.00 43.65 

18. 078 35. 172 42. 832 1. 00 45. 47 
17.625 35.013 41.457 1.00 47.13 
16. 275 35. 705 41. 275 1. 00 47. 10 
15. 094 34. 875 41. 721 1. 00 46. 82 
14. 773 33. 548 40. 554 1. 00 45. 37 
13. 564 34. 332 39. 412 1. 00 46. 47 
18.629 35.589 40.466 1.00 48.34 
18.814 35.061 39.371 1.00 49.97 

19. 280 36. 672 40. 868 1. 00 48. 44 

20. 252 37. 344 40. 026 1. 00 49. 76 
20. 398 38. 794 40. 491 1. 00 54. 00 
20. 375 38. 963 42. 007 1. 00 58. 66 
20. 056 40. 394 42. 447 1. 00 63. 23 

19. 660 40. 624 43. 593 1. 00 65. 75 

20. 233 41. 359 41. 540 1. 00 63. 23 

21. 612 36. 665 40. 011 1.00 48. 87 
22.611 37.295 39.687 1.00 49.50 

21. 656 35. 384 40. 354 1. 00 47. 67 

22. 926 34. 660 40. 379 1. 00 47. 01 

23. 301 34. 278 41. 809 1. 00 47. 66 

24. 101 35.347 42.518 1.00 45.71 
23. 553 36. 328 43. 021 1. 00 43. 88 

25. 414 35. 159 42. 561 1. 00 46. 64 
22.861 33.393 39. 550 1.00 46.58 
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23.888 32.840 

21.643 32.919 

21.426 31.717 

20.103 31.056 

20.071 29.643 

19.922 31.091 

21.358 32.182 

20.351 32.739 

22.433 31.974 

22.426 32.440 

23.841 32.438 
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40. 039 17. 577 40. 979 1.00 43.71 
41.235 17.825 41.762 1.00 42.64 

41. 133 18. 889 42. 845 1. 00 40. 75 
42.052 19.012 43.648 1.00 42.90 
40.040 19.647 42.887 1.00 38.43 

39. 881 20. 700 43. 893 1. 00 37. 42 
38.437 21.227 43.907 1.00 39. 11 
37.986 21.928 42.632 1.00 40.76 
37. 198 21.023 41.701 1.00 43.56 
36.904 21.461 40.565 1.00 45.26 
36. 863 19. 883 42. 099 1. 00 42. 42 

40. 266 20. 299 45. 321 1. 00 36. 38 
40.410 21. 160 46. 185 1.00 33.59 
40.425 19.004 45. 573 1.00 37.71 
40.783 18.534 46.912 1.00 40.56 
39.597 17.831 47.567 1.00 40.03 
38.371 18.631 48.001 1.00 40.79 
37.234 17.673 48.259 1.00 40.27 
38.677 19.432 49.253 1.00 41.81 

41. 949 17. 563 46. 880 1. 00 43. 51 

42. 363 17.045 47.919 1.00 43. 63 

42. 475 17. 324 45. 682 1. 00 47. 00 

43. 584 16.393 45.480 1.00 48. 18 

44. 222 16. 622 44. 097 1. 00 50. 89 

44. 982 15. 391 43. 584 1. 00 54. 98 
45.239 15.317 42.360 1.00 56.65 

45. 328 14. 499 44. 398 1. 00 55. 43 
44.659 16.440 46.571 1.00 46.46 
45. 205 15. 397 46. 960 1. 00 45. 37 
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40. 473 7. 579 

40. 470 9. 083 

40.252 9.512 

39. 123 9. 327 
41.212 10.010 

40. 740 7. 200 

39. 819 6. 937 

42. 007 7. 160 
42.333 6.819 

43. 831 6. 993 

44. 191 7. 563 

45. 702 7. 772 

46. 213 8. 663 

47. 088 8. 308 
47. 571 7. 068 
47.476 9.201 
41.901 5.390 

41. 134 5. 160 

42. 382 4. 437 
42. 026 3. 030 

42. 460 2. 197 

43. 971 1. 999 

44. 418 2. 379 
44. 321 0. 557 

40. 520 2. 915 
40. 050 2. 133 
39. 772 3. 710 
38. 321 3. 722 
37. 703 4. 640 



50. 796 1. 00 40. 03 
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49. 359 1. 00 40. 92 

48. 595 1.00 41.41 

48. 984 1. 00 42. 93 

47. 613 1. 00 45. 81 

47. 365 1. 00 49. 53 

45. 995 1. 00 53. 24 

45. 886 1. 00 58. 85 

46. 933 1. 00 62. 67 

47. 876 1. 00 62. 82 
47. 922 1. 00 61. 28 
48.777 1.00 61.64 

47. 316 1. 00 46. 01 

46. 382 1. 00 45. 19 

48. 113 1.00 47. 51 

47. 922 1. 00 48. 68 

49. 134 1. 00 45. 63 

49. 287 1. 00 43. 28 

50. 686 1. 00 42. 53 

48. 994 1. 00 42. 97 

47. 718 1. 00 51. 24 
46. 891 1. 00 52. 38 
48.475 1.00 53. 11 
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49. 423 1. 00 52. 84 
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43. 178 1. 00 61. 92 
43. 014 1. 00 60. 92 
43. 953 1. 00 60. 85 
41. 946 1. 00 58. 99 
43. 664 1. 00 58. 04 

43. 298 1. 00 59. 38 
44.219 1.00 57.21 

44. 390 1. 00 56. 55 
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33.919 3.451 44.464 1.00 56.89 

34. 565 4. 415 43. 649 1. 00 56. 89 

33. 843 1. 832 42. 584 1. 00 54. 80 

34. 652 1. 905 41. 664 1. 00 55. 85 

32. 553 1. 587 42. 389 1. 00 53. 75 

32.025 1.379 41.050 1.00 52.42 

30. 626 0. 809 41. 133 1. 00 52. 26 
32.012 2. 679 40. 250 1.00 51.83 
31.632 2.685 39.081 1.00 52.27 
32.441 3. 772 40. 879 1. 00 50. 19 

32. 465 5. 089 40. 239 1. 00 47. 37 

31. 338 5. 945 40. 790 1. 00 47. 04 
31.482 6. 191 42.276 1.00 47.38 
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36.227 5.814 40.327 1.00 43.24 
37.151 4.855 39.583 1.00 44.66 
36. 459 3. 532 39. 756 1. 00 44. 93 
36. 389 7. 267 39. 856 1. 00 41. 14 

35. 978 7. 624 38. 755 1. 00 40. 17 

36. 994 8. 099 40. 695 1. 00 39. 45 
37.208 9.484 40.321 1.00 40.34 
35.964 10.343 40.401 1.00 42.06 
36.035 11.576 40.367 1.00 43. 11 
34.811 9.699 40.510 1.00 42.34 
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33.555 10.427 

32.490 9.717 

31.973 10.544 

31.043 11.668 

29.911 11.419 
31.519 12.911 
33.113 10.541 

33. 396 9. 660 
32.445 11.648 
31.939 11.913 
30.770 10.969 
29.732 10.837 

28.912 12.100 
28. 906 12. 692 
28.204 12.514 
33.015 11.744 
32.958 10.813 

33.990 12.643 
35.051 12.516 
36.351 13.071 
37.285 11.960 
36. 645 11.102 
38.546 12.611 

34. 729 13. 180 

34.991 12.627 
34. 172 14. 374 
33.809 15.074 
33.086 16.365 
32.716 17.186 



40.601 1.00 41.88 

39. 758 1. 00 44. 97 

38. 588 1. 00 49. 89 

39. 043 1. 00 54. 72 
39. 483 1. 00 56. 09 
38. 950 1. 00 54. 20 
42. 063 1. 00 40. 59 
42. 879 1. 00 39. 39 

42. 389 1. 00 39. 59 

43. 741 1. 00 38. 06 

44. 053 1. 00 37. 29 
42. 939 1. 00 35. 04 

42. 736 1. 00 33. 74 
41. 647 1. 00 28. 89 
43.786 1.00 31.49 

44. 820 1. 00 37. 30 

45. 624 1. 00 37. 53 

44. 856 1. 00 34. 03 

45. 844 1. 00 29. 84 
45. 293 1. 00 30. 50 
44.819 1.00 32.69 

43. 728 1. 00 31.90 

44. 323 1. 00 36. 00 
47. 156 1. 00 26. 53 
48.218 1.00 26.76 
47. 086 1. 00 23. 58 
48. 292 1. 00 22. 36 
47. 939 1. 00 20. 16 
49. 136 1. 00 18. 61 
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33.660 17.486 

33.347 18.269 

31. 433 17. 693 
31.105 18.484 
32.073 18.768 
31.788 19.565 

32. 894 14. 165 
32. 991 14. 106 

32. 005 13. 448 
31.071 12.532 
30.081 11.904 
28.614 12.216 
27.617 11.404 
27.735 11.363 
26. 702 10. 815 
31.838 11.425 
31.649 11.193 
32.706 10.756 

33. 526 9. 666 

34. 342 9. 063 

33. 506 8. 383 

34. 322 8. 162 

33. 533 7. 434 

34. 367 7. 299 

34. 460 10. 143 

35. 488 9. 522 
34.095 11.254 
34.894 11.809 
35. 544 13. 106 



50. 105 1. 00 18. 65 

51. 195 1.00 18.34 

49. 288 1. 00 18. 91 

50. 378 1. 00 18. 97 
51.327 1.00 20. 15 

52. 408 1. 00 22. 93 
49. 105 1. 00 25. 30 
50. 337 1. 00 24. 21 
48.411 1.00 27.35 
49. 084 1. 00 26. 68 
48. 090 1. 00 26. 17 
48.413 1.00 25.68 

47. 591 1. 00 26. 93 

46. 337 1. 00 22. 27 

48. 215 1. 00 27. 37 

49. 781 1. 00 25. 75 

50. 974 1. 00 26. 23 
49. 024 1. 00 24. 16 
49. 538 1. 00 24. 45 
48. 408 1. 00 24. 19 

47. 354 1. 00 28. 37 
46.094 1.00 31. 52 
45.030 1.00 31. 16 
43. 813 1. 00 33. 55 
50. 636 1. 00 24. 99 
50.918 1.00 25.78 
51. 255 1. 00 24. 20 
52.318 1.00 25.20 
51.843 1.00 25.62 
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30. 158 3. 185 

31. 075 5. 122 

32. 414 4. 582 

33. 208 5. 230 
32. 620 5. 025 
32. 023 6. 082 
31.544 5.915 
32.715 3.789 

32. 244 3. 604 
31.661 4.673 
31.219 4.504 

33. 097 4. 842 

34. 174 4. 312 

32. 464 5. 665 

33. 025 6. 000 
31.959 6.652 

32. 436 6. 992 

31. 288 8. 100 
31.435 9.523 

33. 579 4. 750 

34. 776 4. 656 

32. 707 3. 779 
33.135 2.552 
34. 301 1. 906 
35.162 1.331 
34. 325 2. 004 
35.389 1.418 
35.057 1.551 
36. 066 0. 859 



52. 507 1. 00 29. 08 

53. 163 1.00 29.56 

53. 147 1. 00 29. 25 
52.022 1.00 30.07 
50. 650 1. 00 30. 84 
49. 960 1. 00 32. 45 
48. 665 1. 00 35. 21 
50.015 1.00 30.51 
48. 724 1. 00 34. 82 
48. 049 1. 00 37. 82 
46. 753 1. 00 41. 74 

54. 465 1. 00 27. 53 
54.731 1.00 28.35 

55. 288 1. 00 24. 45 

56. 580 1. 00 23. 96 

57. 454 1. 00 21. 69 

58. 850 1. 00 20. 73 

59. 701 1. 00 20. 68 
58.620 1.00 18.32 
57. 254 1. 00 24. 25 
57. 529 1. 00 24. 74 

57. 494 1. 00 26. 72 

58. 135 1. 00 25. 77 

57. 424 1. 00 25. 50 

58. 076 1. 00 26. 16 
56. 095 1. 00 25. 37 
55. 282 1. 00 24. 57 
53. 800 1. 00 24. 05 
52. 905 1. 00 24. 66 
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36.018 -0. 662 53. 004 1. 00 24. 52 

35. 581 -1. 195 54. 054 1. 00 24. 02 

36.438 -1.319 52.026 1.00 22.70 

36.734 2.082 55.550 1.00 25.31 

37. 769 1. 408 55. 663 1. 00 22. 71 

36.712 3.409 55.622 1.00 26.47 

37. 919 4. 174 55. 900 1. 00 26. 65 

37. 600 5. 676 55. 992 1. 00 26. 57 
37. 165 6. 395 54. 701 1. 00 26. 02 

36. 684 7. 784 55. 047 1. 00 27. 06 
38.312 6.474 53.701 1.00 25.38 

38. 452 3. 648 57. 226 1. 00 26. 23 
39.594 3.209 57.313 1.00 26.97 
37. 623 3. 670 58. 259 1. 00 26. 05 
38. 068 3. 154 59. 542 1. 00 27. 56 
36.911 3.034 60.524 1.00 28. 13 

37. 354 2. 285 61. 777 1. 00 26. 62 
36. 433 4. 424 60. 882 1. 00 30. 95 

38. 723 1. 786 59. 386 1. 00 27. 42 

39. 765 1. 529 59. 977 1. 00 29. 00 
38. 127 0. 906 58. 593 1. 00 25. 04 
38.723 -0.395 58.417 1.00 25. 12 
37.906 -1.254 57.475 1.00 26.51 
38.587 -2.558 57. 126 1.00 28. 11 
37.609 -3.520 56.490 1.00 31.77 
38. 260 -4. 456 55. 583 1. 00 32. 46 
38.483 -4.215 54.296 1.00 34.64 

38. 103 -3. 059 53. 759 1. 00 33. 51 

39. 082 -5. 136 53. 546 1. 00 35. 80 
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WO 03/097824 



PCT/JP03/06054 





ATflM 


9777 

U I \ I 


UJJ 1 




ATOM 

ill UlYI 


9778 


r 




ATflM 

A 1 UlU 


9770 

u \ \ u 


n 




ATOM 


2780 

u 1 UU 


N 




ATflM 


9781 

L t 0 1 


TA 




ATflM 


9789 

LI i Ou 


Tn 




ATflM 


6 1 00 


UU 




ATflM 


97R4 

£ 1 04 


nn i 

UU I 




ATOM 
AIUM 


6 f 00 




IU 


AIUM 


97Qfi 
Z / 00 


p 




A THAI 

Alum 


0707 

Zfof 


U 




A1UM 


97QC 
L I 00 


IN 




Alum 


97QQ 

ztoy 


PA 
LA 




A THAI 

A1UM 


Li yu 


PB 
Id 


1 0 


A1UM 


97Q1 

z i y i 


rr 




ATOM 
AIUM 


97Q9 

L \ JU 


rn 




ATOM 

Aium 


97Q3 






ATOM 

aium 


97Q4 

£ 1 u4 


f 7 




ATOM 

Aium 


97QR 

6 i y o 


NH1 

run 




ATOM 

Aium 


97QK 

l i yo 


iNrlz 




ATOM 
AIUM 


97Q7 

l \ y i 


p 




ATOM 
A 1 U1V1 


97QR 

6 1 yo 


n 
u 




ATOM 
AIUM 


97QQ 

z / yy 


IN 




ATOM 


2800 


CA 


25 


ATOM 


2801 


CB 




ATOM 


2802 


CG 




ATOM 


2803 


SD 




ATOM 


2804 


CE 




ATOM 


2805 


C 





- 240 




TT T? 9 OH 

ILfc o9U 


OC 9 11 

Zo. oil 


07 

Z i . 


tt r o nn 

lLb oyl) 


Ofi 0 C 0 

Zo. obo 


9 1 

oL 


tt c o nn 
lLc o9U 


oft ono 
Zo. ZU9 


90 

oZ. 


A CXT o n 1 

AuN 391 


OO IOC 

Zo. lob 


9 1 

ol. 


A CM 9 n 1 

AoN oyl 


OQ 091 

Zo. yzi 


99 

oZ. 


ACM 9m 

AoW o9 1 


9n /ton 
oU. 4oU 


99 

oZ. 


A CM o n 1 

ASN 391 


o 1 nc 1 
ol. Ub 1 


90 

oZ. 


i pit orti 

ASN 391 


oo o n r 

32. 205 


0 0 

32. 


A A XT ftA1 

ASN 39 l 


OA O 1 O 

30. 3 12 


o o 

32. 


ASN 39 l 


28. 459 


n A 

33. 


ASN 39 l 


27. 927 


34. 


ARG 392 


28. 638 


32. 


ARG 392 


28. 237 


33. 


ARG 392 


28. 328 


32. 


ARG 392 


27. 020 


31. 


ARG 392 


nn AAA 

26. 803 


A A 

32. 


ARG 392 


O H A A 1 

27. 491 


O 1 

31. 


ARG 392 


A A H A 4 

28. 794 


o o 

32. 


k x\ a a a a 

ARG 392 


OA A 1 0 

29. 613 


0 o 

32. 


KT\r\ a a a 

ARG 392 


A A n rr A 

29. 279 


O 1 

31. 


ARG 392 


op Ann 

26. 822 


A A 

33. 


k T\ A AAA 

ARG 392 


A P AHA 

26. 474 


A A 

34. 


MET 393 


no fl A A 

26. 009 


A A 

33. 


1 IPT a a n 

MET 393 


O A f* A A 

24. 640 


A O 

33. 


MET 393 


23. 761 


32. 


MET 393 


23. 427 


31. 


MET 393 


22. 244 


30. 


MET 393 


20. 761 


31. 


MET 393 


24. 559 


35. 



804 


57. 572 


1 00 31 73 


415 


54. 444 


1. 00 39. 01 


465 


54. 370 


1. 00 42. 11 


398 


54. 437 


1. 00 41. 07 


652 


54 326 


1 00 42 97 


386 


54 290 


1 00 47. 00 


45? 


SE5 678 


1 00 51 32 

l. \J\J u u 


(199 

U u o 


RS 878 


1 00 51 98 




^fi R4fi 

UU. U4U 


1 00 SI 87 

1. UU O i* U 1 


377 


R3 fl7fl 

DO. U 1 U 


1 00 49 

1. UU 4&. 0*7 


400 


R3 1 >11 
00. lHl 


1 nn 4n fi4 

1. UU 4U. 04 


793 


R1 Q9R 
oi. y ^o 


1 no 43 3n 

1. UU 40. OU 


977 


OU. 044 


i no 4R 7R 

1. UU 40. 1 O 


189 
10Z 


4Q R71 
4y. o 1 1 


i nn 48 9n 

1. UU 40. Lt\) 


Oil 


48 RQ9 

40. Qju 


1 HO S4 99 

1. UU 04. uu 


R7R 

O 1 0 


47 RQfl 


1 00 59 36 




4fi 437 


1 00 66 46 

1 . UU U U. lU 


(1Q8 
uuo 


4fi IRfi 


1 00 69 91 

1. UU U«7» *7 1 


7QQ 


46 Q41 

4U. 1741 


1 00 69 61 

1. UU U C7. U 1 


^94 


40. UUO 


i no 70 50 

1. UU 1 U. UU 


004 


Rfl 71 1 

OU. 1 1 1 


i no 45 30 

1. UU 10. OU 


777 
1 1 t 


4Q Q73 

4D. J O 


1 no 44 35 

1. UU 11. UU 


0 1 u 


O 1. UU I 


1 00 47 21 

1 . UU 1 i . u I 


n a t" 

785 


51. 739 


1 a a rn o n 

l. 00 50. 87 


687 


52. 346 


l. 00 49. 84 


551 


51.389 


l. 00 45. 97 


416 


52. 096 


l. 00 42. 67 


465 


52. 244 


l. 00 42. 67 


046 


52. 581 


l. 00 54. 43 



WO 03/097824 



PCT/JP03/06054 



ATOM 
ATOM 
ATOM 
ATOM 

5 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 

10 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 

15 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 

20 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 

25 ATOM 
ATOM 
ATOM 
ATOM 
ATOM 



2806 


o 


MET 393 


2807 


N 


ARG 394 


2808 


CA 


ARG 394 

OJ.YVJ Ut>7 


280Q 


CB 


ARG 394 


60 1 U 


CG 


ARG 394 


9R1 1 

601 1 


CD 


ARG 394 


9R19 

60l6 


NE 


ARG 394 


0 0 10 
ZO 10 


CZ 


ARG 394 


0 01 A 
ZOl^i 


NH1 ARG 394 


00 1 c 
ZO 10 


NH2 ARG 394 


ooi a 
1 D 


C 


ARG 394 


9R17 

ZO 1 I 


0 


ARG 394 


0010 

Zo lo 


N 


GLU 395 


981 Q 

6 0 iy 


CA 


GLU 395 


ZoZU 


CB 


GLU 395 


9 00 1 
ZoZ 1 


CG 


GLU 395 


9Q99 
ZoZZ 


CD 


GLU 395 


9893 
ZoZo 


0E1 GLU 395 


9894 


0E2 GLU 395 


OQOC 
6060 


C 


GLU 395 


OOOA 
60 6U 


0 


GLU 395 


2827 

606 1 


N 


SER 396 


2828 

6060 


CA 


SER 396 


2829 


CB 


SER 396 


2830 


OG 


SER 396 


2831 


C 


SER 396 


2832 


0 


SER 396 


2833 


N 


ARG 397 


2834 


CA 


ARG 397 



- 241 - 

23.631 35.851 
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52. 443 1. 00 53. 85 

53. 469 1. 00 59. 09 
54.314 1.00 64.57 
55.404 1.00 65.91 

56. 228 1. 00 67. 95 

57. 130 1. 00 69. 02 
57. 600 1. 00 68. 97 

58. 357 1. 00 69. 21 
58. 743 1. 00 70. 35 
58. 732 1. 00 68. 24 
53. 404 1. 00 67. 94 
53.391 1.00 67. 14 
52. 633 1. 00 72. 08 
51.707 1.00 77.04 
50. 784 1. 00 78. 09 

49. 955 1. 00 81. 99 

50. 789 1. 00 84. 19 
51. 526 1. 00 83. 64 
50. 702 1. 00 84. 22 
50. 898 1. 00 79. 30 
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50.481 1. 00 81. 59 
49. 696 1. 00 83. 40 

49. 366 1. 00 84. 05 
48. 716 1. 00 86. 28 

50. 406 1. 00 84. 36 
50. 092 1. 00 84. 49 
51.362 1.00 86.41 
52.090 1.00 88.71 
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52.816 1.00 89.74 

53. 346 1. 00 90. 87 

54.713 1.00 91.04 

55. 782 1. 00 89. 87 
57. 047 1. 00 89. 80 
57.409 1.00 91. 15 
57. 955 1. 00 87. 97 

53. 102 1. 00 89. 74 

54. 305 1. 00 90. 41 
52. 614 1. 00 90. 58 
53.492 1.00 91.09 
52.718 1.00 91. 14 
51.747 1.00 89.49 
54. 677 1. 00 91. 27 
54.496 1.00 91. 10 
55.887 1.00 91.43 
57. 108 1. 00 90. 89 

57. 183 1. 00 91. 87 
58.298 1.00 93.31 

58. 064 1. 00 94. 22 
58. 999 1. 00 93. 53 

56. 936 1. 00 94. 80 
58. 339 1. 00 89. 25 

58. 236 1. 00 88. 96 

59. 502 1. 00 87. 38 

60. 754 1. 00 85. 70 
61.915 1.00 88.35 
61.743 1.00 90.64 
60. 817 1. 00 91.42 
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62.524 1.00 91.68 

60.853 1. 00 82.94 

60. 346 1. 00 82. 03 

61.502 1.00 79.90 

61.682 1.00 75.91 

63. 153 1. 00 74. 20 

63. 927 1. 00 73. 12 

63. 710 1. 00 72. 79 

60. 925 1. 00 74. 63 

60. 942 1. 00 75. 56 

60. 278 1.00 70.61 

59.521 1.00 65.65 
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56. 323 1. 00 49. 76 
60. 381 1. 00 65. 00 
60. 781 1. 00 65. 18 
60. 657 1. 00 63. 62 
61.462 1.00 61.57 

62. 262 1. 00 64. 83 
62.987 1.00 70.01 

63. 724 1. 00 75. 36 
65.018 1.00 80.50 
65.731 1.00 83.41 

65. 277 1. 00 84. 55 

66. 907 1. 00 83. 64 
60. 504 1. 00 57. 99 
60. 135 1. 00 58. 57 
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19.762 32.597 60.091 1.00 52.97 

19.301 31.570 59.170 1.00 49.14 

20.293 31.412 57. 999 1.00 47.44 

21.538 30.680 58.458 1.00 43.94 

19.629 30.649 56.854 1.00 48.45 

20. 477 30. 559 55. 598 1. 00 48. 95 

19. 126 30.222 59.879 1.00 48.34 

19.771 29.967 60.897 1.00 48.83 

18. 236 29. 380 59. 346 1. 00 46. 42 

17. 956 28. 043 59. 892 1. 00 42. 37 
16.451 27.838 60. 222 1.00 41.93 

16. 010 28. 839 61. 145 1. 00 43. 89 
16.227 26.475 60.849 1.00 38.85 

18. 332 26. 990 58. 857 1. 00 39. 95 
18. 178 27. 204 57. 653 1. 00 38. 97 

18. 809 25. 844 59. 324 1. 00 38. 10 

19. 195 24.776 58.414 1.00 36.64 

20. 686 24. 442 58. 563 1. 00 35. 12 
21.069 23.342 57.600 1.00 35.29 
21.515 25.672 58.303 1.00 35.40 
18. 390 23. 499 58. 635 1. 00 35. 83 
18.214 23.058 59. 765 1.00 37.06 
17.895 22.915 57. 549 1.00 34.50 

17. 143 21. 680 57. 653 1. 00 32. 79 
18.074 20. 522 57. 353 1. 00 32. 90 

18. 704 20. 467 56. 294 1. 00 33. 85 

18. 177 19. 585 58. 279 1. 00 31. 27 

19. 064 18. 466 58. 054 1. 00 29. 57 

20. 199 18.491 59.042 1.00 29.66 
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21.390 17.767 58.468 1.00 31.77 

20.515 19.916 59.412 1.00 29.91 

18. 366 17. 135 58. 206 1. 00 29. 58 

17.392 17.015 58.942 1.00 28.54 

18.878 16. 131 57.509 1.00 30. 15 

18. 324 14. 789 57. 598 1.00 31.95 
17. 109 14. 635 56. 674 1.00 35.66 
16.455 13.252 56.775 1.00 40.01 
15.613 12.928 55.898 1.00 40.26 
16.773 12.499 57.728 1.00 39.33 
19.415 13. 824 57. 180 1.00 31.91 

20. 352 14. 208 56. 484 1. 00 32. 39 

19. 300 12. 574 57. 607 1. 00 31. 09 
20.299 11.593 57.233 1.00 29.56 
20.703 10.704 58.385 1.00 29.32 
20.510 11.041 59.558 1.00 28.27 
21.282 9.559 58.053 1.00 28.24 

21. 699 8. 631 59. 086 1.00 27. 52 
22.018 7. 253 58.481 1.00 29.46 
23.016 7.316 57.471 1.00 31.64 

22. 895 9. 160 59. 863 1. 00 25. 78 
22.909 9. 113 61.090 1.00 25.89 

23. 890 9. 687 59. 161 1.00 23. 18 
25.076 10. 185 59.839 1. 00 21.25 
26. 099 10. 669 58. 841 1. 00 20. 56 
27.372 11.084 59.564 1.00 17.73 
26. 378 9. 552 57. 857 1. 00 20. 59 
24.769 11.300 60.818 1.00 20.44 
25. 182 11.262 61.983 1.00 21.51 
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24.033 12.288 60.340 1.00 16.42 

23. 659 13.409 61. 171 1. 00 16.41 

23. 095 14. 526 60. 288 1. 00 16. 40 

22.700 15.762 61.051 1.00 14.37 

23.645 16.707 61.434 1.00 13.43 

23. 296 17. 789 62. 226 1. 00 13. 93 
21.401 15.939 61.470 1.00 13. 10 

21. 049 17. 007 62. 256 1. 00 15. 82 
21.994 17.927 62.638 1.00 14.65 
21.620 18.948 63.475 1.00 16.02 
22.626 13.007 62.233 1.00 17.41 

22. 364 13. 758 63. 172 1. 00 18. 36 
22.035 11.826 62. 103 1.00 18. 12 
21.033 11.426 63.083 1.00 19.00 

19. 706 11. 130 62. 384 1. 00 19. 22 
18.962 12.358 61.894 1.00 18.92 
17.615 11.965 61.314 1.00 21.36 
16.829 13. 181 60.855 1.00 25.08 
15.567 12.829 60. 132 1.00 28.46 
21.400 10.249 63.975 1.00 20.50 
20.637 9.883 64.871 1.00 21.27 
22. 565 9. 655 63. 753 1. 00 22. 22 
22. 958 8.511 64.565 1.00 23.27 
22.679 7.218 63.784 1.00 21.47 
21.234 6.978 63.313 1.00 17.45 
21. 158 5. 672 62. 545 1. 00 16. 66 

20. 293 6. 954 64. 498 1. 00 14. 44 

24. 418 8. 566 65. 033 1. 00 25. 05 
24. 921 7. 625 65. 657 1. 00 26. 05 
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25. 095 9. 673 64. 736 1. 00 24. 04 

26. 481 9. 852 65. 147 1. 00 22. 40 

27. 365 9. 997 63. 922 1. 00 23. 29 
27. 383 8. 774 63. 069 1. 00 25. 75 
28.392 7.937 62.729 1.00 27.82 
26. 241 8. 248 62. 506 1. 00 26. 69 

26. 545 7. 138 61. 857 1. 00 28. 69 

27. 844 6. 926 61. 977 1. 00 28. 20 
26. 577 11.080 66. 027 1. 00 21. 63 
26. 808 12. 184 65. 558 1. 00 22.44 
26.386 10.898 67.331 1.00 21.25 

26. 126 9. 627 68. 015 1. 00 22. 18 
26.440 11.991 68. 297 1. 00 22.07 
26.447 11.258 69.627 1.00 21.52 
25. 565 10. 108 69. 340 1. 00 23. 41 
27.655 12.874 68. 113 1.00 22.46 

27. 519 14.076 67. 878 1. 00 22. 18 

28. 835 12. 262 68. 221 1. 00 20. 96 
30. 105 12. 959 68. 064 1. 00 18. 32 
31.264 11.962 68.076 1.00 20.88 
32.419 12.512 67.460 1.00 24. 12 
30. 099 13. 720 66. 757 1. 00 15. 71 
30. 269 14. 935 66. 742 1. 00 16. 10 

29. 905 13. 010 65. 656 1. 00 11. 39 
29. 864 13. 683 64. 379 1. 00 10. 22 
29.243 12.789 63.335 1.00 5.53 
29.035 13.468 62.034 1.00 1.42 
29. 814 13. 137 60. 942 1. 00 3. 13 
28. 080 14. 449 61. 893 1. 00 1. 00 
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36. 269 16. 649 67. 625 1. 00 60. 70 

35. 956 15. 364 67. 749 1. 00 60. 82 

37.529 17.002 67.380 1.00 61.68 

31. 256 19. 278 64. 942 1. 00 33. 47 

31.585 20.450 64.803 1.00 35.28 

30. 446 18. 654 64. 096 1. 00 32. 46 

29.901 19.348 62.930 1.00 30.30 

28.949 18.423 62. 165 1.00 27.32 

28. 188 19. 106 61.063 1.00 23.75 
26.891 19.552 61.270 1.00 22.33 
28.765 19.293 59.814 1.00 23.98 
26. 178 20. 169 60. 245 1. 00 22. 83 
28.061 19.909 58.784 1.00 22.46 
26.769 20.347 59.001 1.00 22.73 

29. 185 20.663 63.280 1.00 29.75 

29. 328 21. 652 62. 568 1. 00 27. 58 
28.415 20. 694 64. 363 1.00 30. 19 
27.743 21. 936 64. 692 1. 00 32.48 
26.754 21.760 65.835 1.00 32.75 
25.412 21.279 65.387 1.00 31.94 
24. 980 20. 860 64. 176 1. 00 29. 85 
24.341 21. 147 66.243 1.00 32.28 
23.308 20. 661 65.580 1.00 30.67 
23. 670 20. 477 64. 323 1. 00 30. 19 
28.737 23.011 65.048 1.00 35. 15 
28.689 24. 102 64.487 1.00 36.91 
29.636 22.711 65.979 1.00 36.32 

30. 652 23. 675 66. 395 1. 00 36. 74 
31.542 23.058 67.444 1.00 35.43 
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3. 058 14. 127 54. 756 1. 00 28. 88 
2. 553 13. 881 56. 057 1.00 37. 16 

2. 571 16.558 55.028 1.00 26.82 
1.658 17.301 55.377 1.00 26.28 
3.831 16.701 55.389 1.00 26.83 

4. 250 17. 807 56. 177 1. 00 23. 37 

5. 719 18. 128 55. 937 1. 00 17. 54 
3.381 19.002 55.866 1.00 21.80 

3. 194 19. 883 56. 714 1.00 21.02 
2.848 19.044 54.656 1.00 21.59 
2.020 20. 156 54. 281 1.00 25.32 
2.313 20.557 52.841 1.00 28.03 
1.676 19.583 51.871 1.00 29.06 
1.813 21.961 52. 577 1.00 29.98 
0. 528 19. 890 54. 469 1. 00 27. 69 

-0. 202 20. 783 54. 911 1.00 28. 10 

0.061 18. 681 54. 142 1.00 30.51 

-1.367 18.349 54.318 1.00 31.54 

-1. 666 16. 937 53. 836 1. 00 25. 20 

-1.702 18.505 55.797 1.00 31.77 

-2.853 18. 713 56. 176 1.00 33. 11 

-0.673 18.384 56.625 1.00 31.33 

-0. 843 18. 538 58. 049 1. 00 33. 33 

0. 262 17. 815 58. 811 1.00 36. 53 

1. 040 16. 448 57. 890 1. 00 44. 65 
-0. 903 19. 990 58. 438 1. 00 34. 59 
-1.745 20.391 59. 237 1.00 34.67 

0.005 20.779 57.881 1.00 37. 14 

0.060 22. 199 58. 190 1.00 38.61 
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1. 363 22. 799 57. 669 1. 00 37. 21 
2. 573 22.474 58. 538 1.00 37.81 

2. 501 23. 206 59. 874 1. 00 38. 84 

3. 820 23. 143 60. 639 1. 00 38. 18 
3.812 24.023 61.851 1.00 36.51 

-1. 128 22. 920 57. 596 1. 00 40. 24 

-1. 377 24. 079 57. 898 1. 00 39. 64 

-1. 869 22. 223 56. 752 1. 00 43. 69 

-3. 036 22. 820 56. 147 1. 00 50. 66 

-3. 242 22. 248 54. 747 1. 00 55. 88 

-4. 657 22. 405 54. 183 1. 00 63. 64 

-5. 037 23. 850 53. 856 1. 00 66. 97 

-6. 431 23. 941 53. 226 1. 00 68. 86 

-7.531 23.519 54. 152 1.00 71.25 

-4. 262 22.562 57.018 1.00 52.41 

-5. 132 23.425 57. 132 1. 00 51. 90 

-4.322 21.380 57.634 1.00 54.96 

-5. 449 20. 997 58. 495 1. 00 57. 72 

-5.201 19.620 59. Ill 1.00 54.90 

-5.736 22.018 59.596 1.00 60.41 

-6.773 21.950 60.261 1.00 60.54 

-4.815 22.965 59.776 1.00 63.50 

-4.961 24.022 60.776 1.00 66. 18 

-3.580 24.489 61.252 1.00 67.98 

-3.604 26.041 62. 185 1.00 75.61 

-5.727 25.217 60.200 1.00 65.92 

-6. 940 25. 348 60. 490 1. 00 65. 70 

-5.099 26.001 59.454 1.00 65.20 
20. 241 7. 477 54. 655 1. 00 35. 04 
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1. 00 32. 40 


ATOM 
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0H2 HOH 
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56. 455 


1.00 62.03 
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^SWA^^r-K N, N' -i?7.?i'-2.iS)V-*3r*¥U-h, 1- 
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N-y-f77ok>XfJV75>, N-y^l/^l/^UX N-y^VtinU 
N-y5MH^U^X N, N-y^W-'JX 1, 8-^7lfh* 
[5. 4. 0] 7>x#-7-X> (DBU) , 1, 5-7lfb*v^D 
[4. 3. 0] y±-5-X> (DBN) W3fflIllii75>^J^it: 

^£W£b<> #KM£«HJX3\II/75>XteN, N-iM V7*n hfJl/X^ 

ffl v> e> nm&ffimi thx\t, 09 a n -tFn^>>/h'j7 7-^ 

20 N-t Hn^rv7>^~»-f 5 h\ N-kh*n+y-5-;MM> 

-2, 3 - y* J^+H 5 FXIi 3 - k H D*y- 3 , 4-^kKo-4- 
:t*V-l, 2, 3-^>7hU7^-;i/#^tfe>n, ^T^J^^N-t 

m^n^r^Jit^m (2) ^sn3fc£«rm$©«^ 

25 <D{tij©£j&£#KckOJIft&/^ iIS#;i/^>§Hbi^3 (1) Xte^©£Mfe 
M^lSM^bT, 0. 0 2 7!;S5 0a«, $?£L<teO. 2 75M2SM 

fflvie»n*, ^j^.ffittx7;x;i/^s#:, «tt75 F«*#*#*if en*. 
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(Dfcfo&mzkQ&teztf, m%ti)v#>M4t&® (i) xatcBBttiii 

(i) xtt-eosjcttsi^i 

*Xgfc*ViTffl Vi 6n-5E«*iii ITS, «Afct*«tt#***rrfc 0 , 

io X ^onjJsjl/A, 1, MJ^noi^x N, N-v* 

^^;^;UAT5b\ H&X^VXT.xJk W^^UXfJK 7-fehxb 
U;k ^>t?X Wl/XX 1, 4-X<Mf+rX f h7tF07 

15 X^X 7-fehXh»j;i/X«N, N-y^?MM7$ F WlT*5„ 

So 

K«WfM», 0. 5 75S9 6«fM, #*L<«3 75S2 4B#MT*S. 
*IglTffll^ti§M> ^MgOte, -SXte^n 

20 KlMtTSftS^^t^, 

fb£« (3) jtt£ttfii«**l*S*r* £ 

;V-77 <<> #Xy£ y>ty7 (Protective Gro 
upsin Organic Synthesis), T. W. Gree nl, 
25 H2fl£, John Wi ley&Sonst, 1 9 9 1 ^, 30 , ZtUzmV 

z\<D£o\zLTnt>nz>ik&y>) (3) 'jMa<Dfttmm&* rn^tm^ 
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(X8 2) 

#xgrau ±ibxs i Tf#e>nfcr^ vit&w (3) t<t&m u) t*K 
jBv>&tt«fli£tt (4) fflv^ns^ftRtx»js©ais-t©fl&oR 

10 jKftfrfccfcDIlfe*^ 31*75 (3) lSifcttUT, 275S5 0 

^g l ;vT$>, huxwax n, n-sm v^ntr^x^i^sx n 

-^WM'J>, N-jWUfnUS^X N-^^;i/tf^U^>> N, N 
-i^^7-UX 1, 8-> ? 71ft:v^O [5. 4. 0] ^>x#-7- 

15 XX (DBU) , 1, 5-71flf'>^n [4. 3. 0] 5-XX (DB 

N) ^CDHSRJBJKlRT^^jfflAtftrU^^ 4-y/^75;HUyX 
fa'JX ;1^>>X */U>X«<7*yU>#<B##tt75>;0!l*.tf& 
K#U£A* ^JS^HJ^A, ^RU5 L ^A^07;i'*U^S ; 08*tf*3Sfc 
^- h U £A, zk*fc# U £ATO7;X*i U<feJR**fc* ; VkiUZttJMW 

20 A$©7;k&U&K7;WWb*& ; WAtf*UCA- t e r t -73^- K 
h U ^7AX?7- Y-X\Zi- b U tfA*^- h#®7;i/# U£J17;Xn*-> 
H ; WAKfcfcKfb* U V A, *lfe{t:J- h U £ A#tf)7;i/# U &JSzk^« ; M 

25 fc#);U£hUx3Ml/75X> N, N-vM V7°nt!;i/X5 1 ;i/75X zk&fc:?- 
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K££n&v^\ Mwmz\t, m^tmt^vy. ^od*m> i, 2- 

-hu;K ^>if>, tJ/i/x tK, wvxx 1, f b5 

;i © «t 5 k l t# ibtiz>\t^m (5) ^tto»«*n^ft, 

10 1"5 5. 

(183) 

*I8KMfe£fc (5) ^jItcUT, *369IT?Blr>*fc£« (I) £«i£f* 
15 V>e>tl£. #I8fc:feV>Tfc^V>e>n£»7G£ffi£L"03\ £#Wfctt, #1*. 

« (1) tkss, mm, wmry^-vj** t^yvyimmtnyvvi*, a 
20 <Dmm*(ofo<oKi&&Mz&x)&i3LZifi* it&m (5) liii^utMi 

^;i/X-x;K t e r t -7^;V^^X-x;K rb7t Hn77>¥© 
25 x-x;H8t> flAtfN, N-^>3^*;W>75 h\ N, N-v^^Kf-feh 

«7-khxhu;v^0xhu;v^ «Atf^^y-;K x#y-;k 7*0 /v 
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R«M«PtflttitPK§MU^ - 1 0 75M1 0 0"Cgg, ft 

5 w*.\*mm* u&mm, £jMb, mmm, mm, ^7h^7^- 

•So 

75 a^tf+s^i^aftWk 7j^t H©§ia, y-h»© 

Xte&V>. 

7-fe5 L ;i'S^©7'>;i-s^^tfe>n, iins©^ icter t — 

75y > g©&®»£bXKi, fllAtf'OvW^ p--ho^>^S#© 
25 *;W#n;i/», t e r t—7h*is*i)l#-)V&m®&Wi7)Vn*i/%)l#- 

-)vm^<D7y)v*)v**i'*)vtf-)v&m i mft>n, z\n^>oo%, mz 
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%)V$*is)V&<D&mgtLT\Z* m%.\**3-)Vms X^VS, tert- 

1, 3-^V7>^ 1, 3-^7>S, 1. 3-W*7>& 

7Jl/jt F*©«BHS£bTtt, v^^VT-fe^-;^ 1, 3- 

10 5?**'>5>*, 1, 3—WV7>I, 1, 3-^5=-7>S, 1, 3-v 

*V 5 Off* U>. 
15 IfliltiWT*^, «9ESa*o^Px^T--f^ 

20 mi£mm, m&it. nitm. mum. zu^vsfyyj-mz&Kimmm 
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±IBXg4, XS5^XS6tCOViT^ StH©S> RJfcSflk KfoUfe 

m^t>-&^> n i «fc 0 , i!ii«^IS«i£nRti - 1 J: o Tff o z. 
C©J:3K:LT#6n*flS^* (6) , (5' ) tt, £»©$Hilll«¥ft, 

—•ft—vO -»tyX ( (Protective Groups in O 
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rganic Synthesis), T. W. Greenf $2Nu Jo 
hn Wiley&Sonstt, 1 9 9 1 *) » ^nfcJpUfc^SXtti: 

%mmmmtLT\z, m&ffl&w&L* yyit^mmm, a 

ailSMJnlittH WA«m«^hU^A, *iJ^A*07WJ^ 
^7XS?X h>Jx^;P75>> 5?'>^D^*>;W75>flf©W*ttiSf3J;S 

^f^C^Tte, !WJ©fEmirTiWr3c}:5^ B2*l#-£ 5 fcaH-7 
Sy8feE^J£^*GK*>WR£±ffi5£(IIIa)~5t (III c ) £(Dik&m 



WO 03/097824 



PCT/JP03/06054 



- 275 - 

^Dy>6 1-tU>6 9, #)V*$>M9 6~if)\'9S.>9 8, -fVn 
^fy>l 5 9, ^^^n>2 1 0~^D>->2 1 5, tXfy>2 1 8~£01/ 
^5>t2 2L ^^^-->2 3 5, 7^->2 5 0> P^»4 5 1~'J 

5 

15 «&g£$n&v>. wmtt2-Tz&znz>7^jmm\z. 

^UT, N*S8ffi!l© 1 ~ 5 0 m> ^L<tt3~3 0i> «fc9$f3:L<tt5~ 
2 5ft ££>£*?;feb<«8~l 8fl, ftldf £L < tt 1 1 - 1 5ffl©7 5 / 

mss^^^i±fc75ymia^^^w^n^o *fc, c*«m©i~8 

ft ff*b<»ai-7ffl, =fcO0?£b<te2~6{@©7$y^g£&&£-fr 

20 tz7^;m?&\t£Et>m\it>nz> 0 

±ECD«fc5fcbT^e>nS*5SW©GK^>/t^S©3^7C«ligtt, CAR 
DD (Computer Aided Rational Drug Design) £cfc5*J£->X"rA©fc©©fi 

GK9>Mx&mm* *fctt«ttft , ra««*»«'r«zit»» gk^>a- 
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5 7 ^x-tf-T >T t , 3 > k°^-# if y 7 A v 7 7, \*XWL 

ik&m^ 7*7 u j: t)aiRT*awxg ^ t *«f« t-r* h ? v 

to^^\z^x^)^yYi^m^x^%m^y\i=L-7(D ; f^77°v 
jet* «^rS5*miwr sn^o vi-fn©^c*^T , b^3io*jfe^jR©a>if 

Insight 1 1 (Accelrys Inc. ), SYBYL (Tripos Inc.), MOE (Chemical 
Computing Group) ^©V 7 h7i7^t^^tmi) 0 ?£#©7j& 
25 ic&bvrtt. Cavity search: an algorithm for the isolation and 

display of cavity-like binding regions. (Journal of Computer-Aided 
Molecular Design. 4 (4) :337-54, 1990)*©&»©%M££EV>*2:£#T£, 
SitelD (Tripos Inc.)^©V7 hV3L7&mte r C&Mrt'&Z.t1fi'Vt*. 
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61— feU > 69. 7*;i^5>m96~£>^>98, -ryp^» 159, 

210~^P->>215, t7^v?>218~W^>M221, ^^*-> 235, 
7;i^-> 250, P-f *»4 5 1~U5?>4 5 9) ^Bl^b«2^± 

15 (5PPv>61~feU>69, ^;i/*5>K96~ 

7>^>98, -fVD-f^> 159, 210~3 1 D>'> 215, fcT^v 5 

>218~^;1^3>B&22K ;*^:t~> 235, 7;i^-> 250, cK-»4 5 1 
~ijy>4 5 9) ^6*^n*U^f>Hfi^»tt©«l5a*fctt-€-0-*BJOll 

20 7S/MS (5 L n5/>61—feU>69, ^JW^S 96~£>^5 > 98, -f 
yn-f~»159, ^^^-n>210~^n->>215, t7,5 1 > ? > 218~7>^5 > 
H221, ^3=-*->235, 7;Mr~> 250, D-f y>4 5 1~'J> ? >4 5 9) 

IftWtH ffi^J#-^ 5 fc^T 7 5 / mE^Jc7)7 5 7 (^n->>61~ 
-k'J>69, ^;1/^5>16 96~£W5>98, -f V P-l* v> 159, ;*^#x> 
210~^P>->215, hX5 1 > ? >218~^>^5>m221, ^^-> 235, 7 
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;i^-> 250> P-f ~»4 5 1~'J> ? >4 5 9) j8»5*J«$naft'&«IS^» 
fUFSffl ViT{b-&#J £ > G K * >/\°^ ft t ©jB£©x*;i' : F-**» 

#tfe>n&o ^©it»£x-^-*©*©&te£ti};:jifflu sfcfcfcis^-c 1 

10 #5fc£trt!£i#£s 5^:75 U Insight II 

©Lud ift£p>t"a-*7P:?7AK:,fcoTte, sawa^fcfc^TffiS 

15 ^-fg7# r^ttw-j (gfjii*0) z\zc®tvxm&<<Dlcmw*>nx 

V^ 0 ^flcftlctt, FlexiDocfc FlexX^©7 U^^U #>1W 

T) {fc^«©7<^7U (fcfcAtftt 150000 8) £P>tf3.-^TX£U- 

->^-rs;r z.(Dy^^y^n<D\t^mm^ concord ^©^p^ 

So 

m^m^&mmxmxmm^nrzit^m^mtmt^mm^mmzm^ 

MAtf, E?iJ## 5 fc*T7 5 y mi2?iJ©7 5 7 (5f □ v> 61~iiU 
>69, W^5>m96~^;W^5>98, -rvn-f » 159, ;*^:t->210 
~^Pv>215, kX^v>218~^>^S>^22K *^:*x> 235, 7Jl^ 
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- > 250. P-f'»4 5 1-U^>4 5 9) j&>&«j£3n«U#>Fl&£*Mfc 

H*teS0*#H^fcH#-r**^ GK^ W^K©±«^WI*» t** 

MS-RUB* WfffiSffi, 7 7>rJV'7-JVX*iI^, 

Insight II ^M0E#©v5o.W-S/3 yfu^yAim^tii, GK$> 
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Zt%r%% 0 *©J;3fc3>lfa-*77h£x7£UTtt, FlexiDock 
(Tripos Inc.) , FlexX (Tripos Inc.) > SYBYL (Tripos Inc.) , Insight 
II (Accelrys Inc.) , MOE (Cheiical Computing Group Inc.) 

15 »^<7s5"J-->^T^^i^€^o 

(*»WO*ttl:ioT#6n5ft*«Rtf*n*^tf«MI0l!l) 

art, mmmmm t ltgmzr 
$n^ 0 
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xmr-vz. ^(Dft%mub(DtLT\t, mu %n, mm* 
5 dm, 'mm, mmi, mi, %tm, m^mte&zttmzn, tn^nmn 

10 y7\ ^f^m> x>7°>^ Vy^ymm, ti)V^^^)Vt)Vn-x, 
t Ho^^yntf^ir^D-T., ^^;v-t;i/n-x, #y tfx;nf nu F>fc 
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10 >v;PH^>m«xxx;vW^U-7*»^<HcD*lM^£^M-e^> £ 
n5fc»KK:il*o*»tilSi»l, SWSK Ml, 

25 TZZ.tlft'VgZ. 
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^D#:S60kg^D> #&0. 0 lmg-1 0 0 Omg, SfSKBIUlmg 
~1 0 0mgtt5O* J J:<, 1 B£ lHRIlteSHtTtt-WazfctfTSra. 

5 #M«©gs»©ie»-^ OT^iB^ij^^-ro 

10 ffl»^:3] 

t h** J3 «mfi£f;io*:J— ■ tf©75 /^SB^J&^T. 
CSESWf : 4] 

fc * > A* £ ft £ □ - & D N A ©mSSB^J £ jRf . 
15 CSEJWt : 5] 

* >n z % © 7 s j mmm . 

KT<os»j i * p c R^jST^ffl hit. 77^^-1 (Dt&mmmz 

20 

CE#IS# : 7 ] 
OB*** : 8 ) 
ffi^Wf: 9] 

^T©^Mf!l 6 tcfctf* P C RRJST'M Ufc, 7°7-1 T-oaatfiWS* 
T. 
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tRMtt : 1 0 ] 

to 

5 mmw) 

Human >?)lD*i-~-¥\z\Z, 7u*:-?-<DW f *&?TRmMtmmMW& 

pCR2. 1 (INTROGEN ttfi) ± £ £ n-~ ttfc Huian RmMtf)V3*i— 

M(D cDNA t 2a©^7^"7— fey h 
5' - gtcacaaggagccagaagcttatggccttgactctggtag- 3' (S2^J#^6) TkT$ 

15 5' -gaagccccacgacattgttcccttctgc - 3 7) (DU^t?^ fc 

5' - ccaggcccagacagccaagcttatggtagagcagatcc- 3\ (IB^J#^9) 
5" -gaagccccacgacattgttcccttctgc 3' (SB^WflO) 

fcfflVrcPCREJfrfcfrofc. #6tlfcPCR*«r©Hind UK Clal Wfr* 
20 pFLAG • CTC (Eastman Kodak) ©Hind III! Eco RI SMtk:^o--> 

^ftWfcffPIIRS! GK © Hind III - Cla 1 ffFWS! 

GK©l~113S»*^a-r**fta!GK (A!-!!) > l~15^S£&tl 

T^MM GK (A 1 - 1 5) *3- Kf* cDNA #Sttfc cDNA ©@5 

25 SKS) £?tH«bfco 

WR^M*-* LB JgtfjT 600nm ©®« 0. 8 37t:T?**UfcSk 
**»«#0. 4mM fc&««fc3K:-r7:/nfcr;i>- l j3 -D-*7^yH 
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mmznit±m%&fown?WMis, &rF<Dj&fttttxismm (50 mv> 

$tfJl) (Potassium Phosphate) pH7. 5, 50mM NaCl, 2 mM DTT, 0. 5 mM 
Pefabloc SC (.MMit^^M) , a proteinase inhibitor mixture (Roche it 

K^lTllTlfet HiTrapQ#^A (7^>>ir A%h$ll) ICJ; DlfglJUfco 
HiTrap Q *^A«fcOffi« U!>A0^7^x> ht«t OfiSffiSnfcGKP^S: 
IKtctDMI 50mM «$RLfc„ 

^3R$nfcGKil^*lfeX (Preparative Biochemistry, 20 (2), 163- 
10 178 (1990)) £^SftW5#ftT?f£8iLfcGlucosaiQin Sepharose AfcJ: 
DfiUbfe. GKH^-^Glucosamin Sepharose #?AK:^£-fr lOOmM 
i- b U ^AtW £RfcV>fcgL 1M CD W ^ -X «fc 0 &tti $ itfc 0 

&tfJ£nfcGKiI$Hi, MonoQlO/lO#7AfcJ:0Hffib;fe:. MonoQ10/10 5 

15 GKPfrS, ^mmtLX 50mM Tris-Cl pH7. 2, 50mM NaCl &«f££fflV*T, 
Superdex200 #^A (T^ytAttl) fc<fc&«f»Lfc. 

(^gMGK (A 1 - 1 1) ^/-fts^**-&fr©tift) 

20 «S!GK (A 1 - 1 1) /^l^-X/^M^©*^^ ETFfcw 
T«&l£tt©^J££fflV>Tftfc. &*5, ^gSGK (A 1-1 1) tt, I3» 

tut>%, &mmznmntz%mw*Mmv, mmmz iomg/mi nm 

<D&gMGK(D®m (25 mM Tris-Cl, 50 mM NaCl, 5 mM TCEP) thfc. Ztl 

25 \zm%smm 20m ©^>3 -7,, Rzsmmmm 0. 3 mM 0 gk fc-rzrm 

11 1 Iz^itmrntLX 28-30% PEG 1500, 0. 1 M Hepes - NaOH (pH6. 6) £ 

mmw?Lxu£istcmwt* o.5~imi «r B «^^Anfc^ii^i^ 
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W<z, tWWHK+fc**!). 4 mmXO. 4 nunXO. 7 mg^OlSIWtStlfc (M 

mm i) . 

4fe) #0.3 tf©»«T?£*nSJ:3fcLT, 28-30* PEG 1500, 0. 1 M Hepes 
5 -NaOH (pH6.6)^K:3~7Bgft«3STSE2:K:«fcoT, TEft;£*2fc± 




15 «fciBi&j&*#snfc (*m^J3) . 



4b£tl3 



WO 03/097824 



PCT/JP03/06054 




#££*"rmS$fc:Sfi*£b&. •»i'D h O >JliS KEK— PF © BL6B t£33tr>Tig 

5 ttfeicto, «»ufc«sftox»iBi^-^siooKa*ft«E't'-Tf«aiufc. 

#e»nfc©»^^> DENZO/SCALEPACK (HKLftfi) SfflViTHSfUflE&ftll 
fcU SSilflKgB^fcJfcfcfc. ^©MT|g^«7 , N^ H ^T^l¥«P6 5 22 ^ 
*V>ttP6,22 4#U «Sfi©¥ffi^tt, a = b = 79. 9 :*>^X h P-A, c 
= 322. 2:*>^7,bP-A, o= 3 = 90° , r = 120° 
10 fcSn&HBSH?- £ Human A^y*^~fe? 7 1 O 3 &7n«iSjffiS£ 
ffl ViT^mHfti**fx v>#Efi**Mlr hit. fr*fctt 8 h P-Afr 6 4 

^•>^hP-AO^»igCDT-^*ffl^ CCP4 (Council for the Central 
laboratory of the Research Councils) © Amore ^D^^AIli OfT-ofc 

Si^Ty^SiT, 7°P^^A0 (Dat-ONOfrfiD fcffl^T^gS!^ 

^tc CNX (Accelrys Inc.) Sffi^T75 y»©ffi*©*IHBfl;&fTK 7p 
^7A0£fflV>T75/S6S£©l^t£fr3&. £©tlffr£SID3IUfTV^ ^ 
20 mS^;i/P^— t?©7,iV^-> 14^e»->7>7 L -i'>461 £T(D448 75/i! 
S£©«B&8S*, 1 tt^OtfJVn-xft^. 1 frf-Ofc&m L 1 ffl©^- MJ £ 
A<*>, Wl49fli©7jc^^|Wl^U«^«$^Lfco 

nfc*jftojE«*©jt«fcsn*RH^tt, 30^->^xhP-A^e» 2.3* 

>^7. hP-A©#^©x-^£*fLTR=23. 2%T*&D, «jfi©H«ft© 
25 aKTtHFlcfflVi&d^fc^-^HJfr* R (Rfree) « 27. 4%-e&ofc 0 
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~-£U>69, 5 >K 96-^^5 >98> -fVP^^>159, 

15 >210~^OS/>215, tX^v>218~^;i/37 5>m22K ^^^"-> 235, 
7;M £ ~>25(h D-fx>451~U^>4 5 9, 

1 (5fc Ilia ©<&£&) ©»^*S*H 

>62, AU> 452, A'U > 455 ©^n^*n©7 5 ytiio^i y 7 >7)V 
20 7-;W^»tt*UT*t), *fc^7l/-;H8±©S*MW7J^->63© 
^I©S^Jl^<h7K*^^bT^fec ft£fcl±©75 H©^®^ 7 
;M?~> 63 ©^©KSSEC? £*5Sii&££ bxv^co te^fc 1 ©^>if>51 

tt& b 7 y * EF? m- a v > 2 1 4 ©#J§t <h 7 7 > 7 -)V7s £ b T V> 
25 fee <b-&«l©7— U>*jfitt, ^n5/>215©ftMH©fc*i6(^£**ifr&& 

^^->210, ^^-> 235, ^D'»214©73/*fiJ*«^t7 7> 
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in. zLQ&ftifimzzT-^ftffl&aTffizm&isTKiz cm 3) . 

ili 4 : H ? v if 9^ XDMMM) 

V7h^x7UNITY (h^-f^M) £ffi<^ Arg63 <2£IINH, CO^S^- 

smb^ti5^#e>n, Ty-t^ffo fetus, ^wn7 8 o%, 

10 5 6 0 % CDiSttJ^B* 6 tlfe. fcfciStt# 7 8 0%iil ^3 

tt£3>bP-;i/£ l 0 0%tbfcttl:, Ette>©fc£4&K:«fcoT7 8 0% 

*"pj«»*nfc^t**-r(^;va-^ 2. 5M rm^>f io^m^e). 



15 




: 5 6 0% 



20 (H»J5) 

(g££!GK (A 1 - 1 5) 

^Si* GK ( A 1 - 1 5 ) 8 $ *l£> 7 5 7 IgSS^'J £ 
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w&mzmmzftrc^mGizmmis^ mmmz iomg/mi mm 

<D%&M GK (D&®. (25 diM Tris-Cl pH7. 2, 50 mM NaCl, 5 mM TCEP) tLtZo 

1—5/x i K^mtmm a 5 ~ 1. 6 m «7>t:w, 

50mM NaCl, 0. 1 M Bicine NaOH(pH8. 7)) %&ffltoX.XM& bfc«£ 0. 5~ 

5 imi (D^Bitmm^r^m^z. ffi®immn£t>fz^£o\z&tb, 
2ot:T#fibfco R~\>rn(DBw.(Dmz, u,nmm*\zm± o. 07m 

X0. 07mX0. 5mmS^(D^:^$0ilg^#^nfeo 

^iii^TMMii&Lfc, -»^nhn >J&!£ Spring-8 © BL32B2 fc&^T, 

10 mmmz^y), ^vtc^o x wmxT-ztt iook sstmOTTiix^Lfco 
#e>nfcini#r§tf^ Mosfim^fflv^riHiiiT^^M'fbL, ^mmm^ 

Hitbtz.* ^©WTM^T'N^^-e^D, ^r B m«P6 5 22 a&^Vi«P6,22S 
%U m&OWffl&WZ, a = b = 103. 2 A, c = 281. OA, a = 0 = 90° , 
r = 120° -?$>Z>Z.£.ifiWt>fttUitzo 

l^llCtTJ^UT, ^HMGK (A 1-1 1) /»3-X/fcl§rM£ 

T, CCP4 (Council for the Central laboratory of the Research Councils) 
20 ©More^n^AKJ^f-ofc. ^®^f^«P6 5 22 TafeO, 
«jmGK (A l-l 5) -#T£^ty££^#^ofco 
^C«™^T^7 0 ^#T, ^D^^AO (Dat-ONO ^fc^) £ffl(^T^MM 
GK (A 1 - 1 5) «©fgB£&5£Lfco 

CNX (^El/^rL^-v5zLl/-S/a>aS) £JBV>T75/^©M 
25 CDi^^b^ffV^ 7n^A0£^T75/I^S©|i^£fT^£ o 

#£ilDiIWTV^ «S^;i/n^r^—- tf©^^^> 15^5»k7>^>?> 
156 £7XA°^> 180 ^e>vXx'1'>461 ST© 424 7$ J W0m<nmi£& 
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J-liZ, 50-3. 4 JryVTs hD-A©^tgCDT-^^UTR=23. 8%T&D> 
Ijici^oWttlCffl^^ofeT-^ti^t^ R (Rfree) » 

5 01 a&tf0 lbll, ^n^l/n^t-if(A 1 - 1 

£fcl©«ifi£j* , ri)#>ia, Rtf^3*t-€(A 1 - 1 5)*#OU!iS 

(Al-15) W0lil(:fe^T7-^ H/'f >WX : E-A h7 
-f >©£g»#-©*K6tt, ^HGK (A 1-1 1) /^JU3-X/<fb-£M 

T&ofc**, 2 ^© KpH* >©ffi*MMJ&*fc#< SfcoTVifc. GK (A 

1.-15) Wfcm&\z&\<*Xtt-)VYM>03zW®>ft\** ^MMGK (A 
1-11) /^n-X/^M^ttii^^^X^E-^H^^XDiig 

15 ^MGK (A 1 - 1 1) />f)l<n--7>/ik&y!Jfe&fcMM\Z&^T\$X : Z- 
;VK*-f >*#lffebTV>fca 1 3MJ»;^7H ^MSHGK (Al-15) ¥ 

TV^fe. ££>Kl, ISIGK (A 1-11) /9)\rn—7>/fc&m&&Wffl&. 

\z&tf%mn#)in-z<DM&m&&mmmm&i&mzzii 2 o© h 
*€r<*-fbUTVJfc. ^m^gk (Ai-15) *flc*an?tt»*stticaB 

MGK (A 1 - 1 5) *#©!»£«:, -i?0^ffittttlB©«3iT?* 
ofcc yg.l&M GK (Al-15) $#©«Slife^TiStt«^fi 
25 ^£«&LWfc. ^HMGK (A 1-1 1) /Wn-X/ft^W 
£#«jfrfe«ktf£Ji£!GK (Al-15) *#*£fc«fct>«ffl£n&^:3* 
if©#§5§^t 99 g© FpW >©[Hfe) tt, ^*T?»SnT^fcA*V 
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sfc, ^jsttsreasagftsiGK (a 1-15) ^iB^cM^i 
«i-§@wtbT, xhsgk (a 1-1 1) /t?)vn-z/<ik£wm&&m 

15 gfl) £bT/l!V>*C 



20 
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072. snmnfrzfczz t%®witirz>* >wK©fSi&. 

10 5. mfflfc5Kftn<D7SSB&W&GtZ9>MX<0ti&"C$>&> If 
&B3K:flBtt®iMt. 

6. *m£R#, TfB^ (1) ~ (4) : 
a=b=79. 9±4^->^*X ha-A ••• (1) 
c=322. 2±\tt>#7> ho-A - (2) 

15 a = /3=90 6 - (3 ) 
7=120° - (4) 

7. £«^P6 5 22T$>£, BfcfcE 6 fcflB*©tell. 
20 Ho 

n*7S /MSCDiSS©!^ (Calif) KC aUCT tMffrf SMIE^Hb 

25 ^bn-AttTT^m 

1 0 . fc^ttiateaMfc*^ E^iJ## 5 /atEWfcfctt** ^p-> 

>61~tU>69, W5>89 6~^JV*S>9 8, -<ynK-»15 
9, ^t^>2 10-fUy>2 15, fcX?-5?> 2 1 8 >&2 

2 1, ^^>2 3 5, 7Jl^->2 5(K P>f v>4 5 1 ~U v>>4 5 9 
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1 2. ffifEfcl=?»\ S (I) T&SnS, lfcKfcfcfchSI. 



[5^ R'fct, AO^f>HT, -S-(0)p-A, -S-(0)Q-BX(i-0 

«BH$nrviT ! fo«J:ViiiM0Ci-c 6 7;wi/S^b, B«Bftsnw 

T «fc ^EM3SXW:7Y*5i©7 I) -JUXHAf 07U -;W*£^U 
R 2 «7K^»X^Any>JI^?:^b, 



(II) 

i 3. tuiB^w, a una) -a (iiic) r-mtsnz>^tftft<Dikt>y>i 



o 




(I) 
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5 




i4. mmtts\z&ti07$yffiffiifr?>uzz.t&ftn£irz* 

i 5. g^wt 8 icia«©75 ymmmx\t*<D7$ ym&mtmnmzm 

1 6. > a & # )V3*j—¥#>rt? n*ai s tens 

ft« 1 5 fcf3«t<Z)|gJli. 
15 18. «HFJKBW*, TfBsS 

a=b=103. 2±5t>^bn-A - (5) 
c=281. 0+7 *>^7. f>n-A - (6) 
a = / 3=90° - (7) 
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7=120° - (8) 
&mitir* BlfcJSE l 5 fcffi«0*SS. 

1 9 . P6 5 22 m$.M 1 8 (cettOlSII. 

2 0. &2\z&m<DE&tt&mm : r-9\z&'DTftfe2nz9>MR<D 

5 iSSHo 

2 1. ^2^fE«©H^1i3iM^-^© / >^< £fe-O0x-*£*M 
snSTSyKO^OJS?- (Calf) KCoKTt^JfifSWraH 

LfcH^TciMij-^T^sn^ c ap^t^m-mum*. o. 63- 

2 3. ^>;^S©^r H ^tm»^oT, 

5 y ms^i ?)vn m&m? zzynzn, >n z « 
\zfe&*smm\:&®*% ^&zt £#m t ? s , &n 

2 4. MIB^>A°^®t^pJ^^tl^ 5* (I) T^tts^tn? 
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(«) 

K4>> R 1 \t> ;\n?>m=?. -S-(0)p-A, -S-(0)q-BX«-0 




(II) 

1 5 >^ i7n<DiLwm^mm^ 3-13, «t #s 1 5 ~ 2 1 © a ^ © 
20 wiB^^M»xgTW$nfc^^tiis^4^ii^i"^^°^^^ ^ 
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£^t? Z. t ht 3 , ffsfc^ 2 6 KEIB© F 5 y ^xitW 
2 8. WCSt#«5Stff»fc:*^ViT, t&E*>/^R©fc£*fc£«W£** 

&t;&z.t zmbtirz* mm 2 6 \zimo h 7 ? ^'x-y-v 

2 9. tWte*MSJ6fll«fca6^T, f&K*>/i£SS©fc£#i^£^&£$£ 

-tf-r >xmt, 

£^tf Z. t t? Z> , It M 2 6 fcffiUc© H 7 7 ^xlf-i" 

3 0. t(ff2^«^W> E5fl##5fc*-rT5y«E9iJfc*tta. ^ 
15 D-»6 l-tU>6 9, ^;^5>»9 6-W^5>9 8, -fVD>f-» 

15 9, ^^^>2 1 0~^n-»2 1 5, t7.^>2 1 8~^;U^5> 
1221, ^ft;>2 3 5, 7-M £ ->2 5(K 0^fy>4 5 1~U> ? >4 
5 9 075y&8£©^fc<£fett£^££oTftJ5fc$;nTV>£, »#82 6 
~ 2 9 © a S© Wf tl^-^KEft© H 7 7 ^TltW >^^o 

20 31. s&k, w«ft^**s^aH!tK:a^i'*t«g*n*«*^w©^ 
aflntsas-rsxg*^ »*«2 6-3 o©vim*»-«fcE«©K5 

3 2. £ WE^tttS^ffifca^Si^S^ftW^fti:, 
EW#^5lcE«075/KE^Xtt^075>'»E5at*llWlcRI--075 

^r-s^sjWHisrsJis^sxss^tr. w*«2 6-3 o©^rn^-« 

3 3 . fif*^ 2 6-30© V**mJ&>-«fcE«0 H 7 v ^xtf-f 

o xsiR£ n&to&«»£ft;'&*7 w bxffl*^t)*s - 1 tlstotoGta 
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SEQUENCE LISTING 
<110> Banyu Pharmaceutical Co., Ltd. 

<120> Crystal of Glucokinase Protein and Drug Desing Method 
Using Thereof 

<130> P03-0064PCT 

<140> 
<141> 

<150> JP2002-142232 
<151> 2002-05-16 

<160> 10 

<170> Patentln Ver. 2. 1 

<210> 1 

<211> 1401 

<212> DNA 

<213> Homo sapiens 

<400> 1 

atggcgatgg atgtcacaag gagccaggcc cagacagcct tgactctggt agagcagatc 60 
ctggcagagt tccagctgca ggaggaggac ctgaagaagg tgatgagacg gatgcagaag 120 
gagatggacc gcggcctgag gctggagacc catgaagagg ccagtgtgaa gatgctgccc 180 
acctacgtgc gctccacccc agaaggctca gaagtcgggg acttcctctc cctggacctg 240 
ggtggcacta acttcagggt gatgctggtg aaggtgggag aaggtgagga ggggcagtgg 300 
agcgtgaaga ccaaacacca gatgtactcc atccccgagg acgccatgac cggcactgct 360 
gagatgctct tcgactacat ctctgagtgc atctccgact tcctggacaa gcatcagatg 420 
aaacacaaga agctgcccct gggcttcacc ttctcctttc ctgtgaggca cgaagacatc 480 
gataagggca tccttctcaa ctggaccaag ggcttcaagg cctcaggagc agaagggaac 540 
aatgtcgtgg ggcttctgcg agacgctatc aaacggagag gggactttga aatggatgtg 600 
gtggcaatgg tgaatgacac ggtggccacg atgatctcct gctactacga agaccatca^ 660 
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tgcgaggtcg gcatgatcgt gggcacgggc 
aatgtggagc tggtggaggg ggacgagggc 
ttcggggact ccggcgagct ggacgagttc 
agctctgcaa accccggtca gcagctgtat 
gagctggtgc ggcttgtgct gctcaggctc 
gcctccgagc agctgcgcac acgcggagcc 
agcgacacgg gcgaccgcaa gcagatctac 
tcgaccaccg actgcgacat cgtgcgccgc 
cacatgtgct cggcggggct ggcgggcgtc 
gacgtaatgc gcatcactgt gggcgtggat 
aaggagcggt tccatgccag cgtgcgcagg 
gagtcggagg agggcagtgg ccggggcgcg 
gcctgtatgc tgggccagtg a 



2/15 








tgcaatgcct 


gctacatgga 


ggagatgcag 


720 


cgcatgtgcg 


tcaataccga 


gtggggcgcc 


780 


ctgctggagt 


atgaccgcct 


ggtggacgag 


840 


gagaagctca 


taggtggcaa 


gtacatgggc 


900 


gtggacgaaa 


acctgctctt 


ccacggggag 


960 


ttcgagacgc 


gcttcgtgtc 


gcaggtggag 


1020 


aacatcctga 


gcacgctggg 


gctgcgaccc 


1080 


gcctgcgaga 


gcgtgtctac 


gcgcgctgcg 


1140 


atcaaccgca 


tgcgcgagag 


ccgcagcgag 


1200 


ggctccgtgt 


acaagctgca 


ccccagcttc 


1260 


ctgacgccca 


gctgcgagat 


caccttcatc 


1320 


gccctggtct 


cggcggtggc 


ctgtaagaag 


1380 








1401 



<210> 2 
<211> 466 
<212> PRT 
<213> Homo sapiens 

<400> 2 

Met Ala Met Asp Val Thr Arg Ser Gin Ala Gin Thr Ala Leu Thr Leu 
15 10 15 

Val Glu Gin He Leu Ala Glu Phe Gin Leu Gin Glu Glu Asp Leu Lys 
20 25 30 

Lys Val Met Arg Arg Met Gin Lys Glu Met Asp Arg Gly Leu Arg Leu 
35 40 45 

Glu Thr His Glu Glu Ala Ser Val Lys Met Leu Pro Thr Tyr Val Arg 
50 55 60 

Ser Thr Pro Glu Gly Ser Glu Val Gly Asp Phe Leu Ser Leu Asp Leu 
65 70 75 80 
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Gly Gly Thr Asn Phe Arg Val Met Leu Val Lys Val Gly Glu Gly Glu 
85 90 95 

Glu Gly Gin Trp Ser Val Lys Thr Lys His Gin Met Tyr Ser He Pro 
100 105 110 

Glu Asp Ala Met Thr Gly Thr Ala Glu Met Leu Phe Asp Tyr lie Ser 
115 120 125 

Glu Cys He Ser Asp Phe Leu Asp Lys His Gin Met Lys His Lys Lys 
130 135 140 

Leu Pro Leu Gly Phe Thr Phe Ser Phe Pro Val Arg His Glu Asp He 
145 150 155 160 

Asp Lys Gly lie Leu Leu Asn Trp Thr Lys Gly Phe Lys Ala Ser Gly 
165 170 175 

Ala Glu Gly Asn Asn Val Val Gly Leu Leu Arg Asp Ala He Lys Arg 
180 185 190 

Arg Gly Asp Phe Glu Met Asp Val Val Ala Met Val Asn Asp Thr Val 
195 200 205 

Ala Thr Met He Ser Cys Tyr Tyr Glu Asp His Gin Cys Glu Val Gly 
210 215 220 

Met He Val Gly Thr Gly Cys Asn Ala Cys Tyr Met Glu Glu Met Gin 
.225 230 235 240 

Asn Val Glu Leu Val Glu Gly Asp Glu Gly Arg Met Cys Val Asn Thr 
245 250 255 

Glu Trp Gly Ala Phe Gly Asp Ser Gly Glu Leu Asp Glu Phe Leu Leu 
260 265 270 



WO 03/097824 



PCT/JP03/06054 



4/15 

Glu Tyr Asp Arg Leu Val Asp Glu Ser Ser Ala Asn Pro Gly Gin Gin 
275 280 285 

Leu Tyr Glu Lys Leu lie Gly Gly Lys Tyr Met Gly Glu Leu Val Arg 
290 295 300 

Leu Val Leu Leu Arg Leu Val Asp Glu Asn Leu Leu Phe His Gly Glu 
305 310 315 320 

Ala Ser Glu Gin Leu Arg Thr Arg Gly Ala Phe Glu Thr Arg Phe Val 
325 330 335 

Ser Gin Val Glu Ser Asp Thr Gly Asp Arg Lys Gin He Tyr Asn He 
340 345 350 

Leu Ser Thr Leu Gly Leu Arg Pro Ser Thr Thr Asp Cys Asp He Val 
355 360 365 

Arg Arg Ala Cys Glu Ser Val Ser Thr Arg Ala Ala His Met Cys Ser 
370 375 380 

Ala Gly Leu Ala Gly Val lie Asn Arg Met Arg Glu Ser Arg Ser Glu 
385 390 395 400 

Asp Val Met Arg He Thr Val Gly Val Asp Gly Ser Val Tyr Lys Leu 
405 410 415 

His Pro Ser Phe Lys Glu Arg Phe His Ala Ser Val Arg Arg Leu Thr 
420 425 430 

Pro Ser Cys Glu He Thr Phe He Glu Ser Glu Glu Gly Ser Gly Arg 
435 440 445 



Gly Ala Ala Leu Val Ser Ala Val Ala Cys Lys Lys Ala Cys 
450 455 460 



Met Leu 
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Gly Gin 

465 



<210> 3 
<211> 465 
<212> PRT 
<213> Homo sapiens 

<400> 3 

Met Leu Asp Asp Arg Ala Arg Met Glu Ala Ala Lys Lys Glu Lys Val 
15 10 15 

Glu Gin He Leu Ala Glu Phe Gin Leu Gin Glu Glu Asp Leu Lys Lys 
20 25 30 

Val Met Arg Arg Met Gin Lys Glu Met Asp Arg Gly Leu Arg Leu Glu 
35 40 45 

Thr His Glu Glu Ala Ser Val Lys Met Leu Pro Thr Tyr Val Arg Ser 
50 55 60 

Thr Pro Glu Gly Ser Glu Val Gly Asp Phe Leu Ser Leu Asp Leu Gly 
65 70 75 80 

Gly Thr Asn Phe Arg Val Met Leu Val Lys Val Gly Glu Gly Glu Glu 
85 90 95 

Gly Gin Trp Ser Val Lys Thr Lys His Gin Met Tyr Ser He Pro Glu 
100 105 110 



Asp Ala Met Thr Gly Thr Ala Glu Met Leu Phe Asp Tyr lie Ser Glu 
115 120 125 



Cys He Ser Asp Phe Leu Asp Lys His Gin Met Lys His Lys Lys Leu 
130 135 140 
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Pro Leu Gly Plie Thr Phe Ser Phe Pro Val Arg His Glu Asp lie Asp 
145 150 155 160 

Lys Gly He Leu Leu Asn Trp Thr Lys Gly Phe Lys Ala Ser Gly Ala 
165 170 175 

Glu Gly Asn Asn Yal Val Gly Leu Leu Arg Asp Ala lie Lys Arg Arg 
180 185 190 

Gly Asp Phe Glu Met Asp Val Val Ala Met Val Asn Asp Thr Val Ala 
195 200 205 

Thr Met He Ser Cys Tyr Tyr Glu Asp His Gin Cys Glu Val Gly Met 
210 215 220 

He Val Gly Thr Gly Cys Asn Ala Cys Tyr Met Glu Glu Met Gin Asn 
225 230 235 240 

Val Glu Leu Val Glu Gly Asp Glu Gly Arg Met Cys Val Asn Thr Glu 
245 250 255 

Trp Gly Ala Phe Gly Asp Ser Gly Glu Leu Asp Glu Phe Leu Leu Glu 
260 265 270 

Tyr Asp Arg Leu Val Asp Glu Ser Ser Ala Asn Pro Gly Gin Gin Leu 
275 280 285 

Tyr Glu Lys Leu He Gly Gly Lys Tyr Met Gly Glu Leu Val Arg Leu 
290 295 300 

Val Leu Leu Arg Leu Val Asp Glu Asn Leu Leu Phe His Gly Glu Ala 
305 310 315 320 



Ser Glu Gin Leu Arg Thr Arg Gly Ala Phe Glu Thr Arg Phe Val Ser 
325 330 335 
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Gin Val Glu Ser Asp Thr Gly Asp Arg Lys Gin He Tyr Asn lie Leu 
340 345 350 

Ser Thr Leu Gly Leu Arg Pro Ser Thr Thr Asp Cys Asp lie Val Arg 
355 360 365 

Arg Ala Cys Glu Ser Val Ser Thr Arg Ala Ala His Met Cys Ser Ala 
370 375 380 

Gly Leu Ala Gly Val He Asn Arg Met Arg Glu Ser Arg Ser Glu Asp 
385 390 395 400 

Val Met Arg He Thr Val Gly Val Asp Gly Ser Val Tyr Lys Leu His 
405 410 415 

Pro Ser Phe Lys Glu Arg Phe His Ala Ser Val Arg Arg Leu Thr Pro 
420 425 430 

Ser Cys Glu He Thr Phe lie Glu Ser Glu Glu Gly Ser Gly Arg Gly 
435 440 445 

Ala Ala Leu Val Ser Ala Val Ala Cys Lys Lys Ala Cys Met Leu Gly 
450 455 460 

Gin 
465 



<210> 4 
<211> 1368 
<212> DNA 
<213> Homo sapiens 

<400> 4 

atggccttga ctctggtaga gcagatcctg gcagagttcc agctgcagga ggaggacctg 60 
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aagaaggtga tgagacggat gcagaaggag atggaccgcg gcctgaggct ggagacccat 120 
gaagaggcca gtgtgaagat gctgcccacc tacgtgcgct ccaccccaga aggctcagaa 180 
gtcggggact tcctctccct ggacctgggt ggcactaact tcagggtgat gctggtgaag 240 
gtgggagaag gtgaggaggg gcagtggagc gtgaagacca aacaccagat gtactccatc 300 
cccgaggacg ccatgaccgg cactgctgag atgctcttcg actacatctc tgagtgcatc 360 
tccgacttcc tggacaagca tcagatgaaa cacaagaagc tgcccctggg cttcaccttc 420 
tcctttcctg tgaggcacga agacatcgat aagggcatcc ttctcaactg gaccaagggc 480 
ttcaaggcct caggagcaga agggaacaat gtcgtggggc ttctgcgaga cgctatcaaa 540 
cggagagggg actttgaaat ggatgtggtg gcaatggtga atgacacggt ggccacgatg 600 
atctcctgct actacgaaga ccatcagtgc gaggtcggca tgatcgtggg cacgggctgc 660 
aatgcctgct acatggagga gatgcagaat gtggagctgg tggaggggga cgagggccgc 720 
atgtgcgtca ataccgagtg gggcgccttc ggggactccg gcgagctgga cgagttcctg 780 
ctggagtatg accgcctggt ggacgagagc tctgcaaacc ccggtcagca gctgtatgag 840 
aagctcatag gtggcaagta catgggcgag ctggtgcggc ttgtgctgct caggctcgtg 900 
gacgaaaacc tgctcttcca cggggaggcc tccgagcagc tgcgcacacg cggagccttc 960 
gagacgcgct tcgtgtcgca ggtggagagc gacacgggcg accgcaagca gatctacaac 1020 
atcctgagca cgctggggct gcgaccctcg accaccgact gcgacatcgt gcgccgcgcc 1080 
tgcgagagcg tgtctacgcg cgctgcgcac atgtgctcgg cggggctggc gggcgtcatc 1140 
aaccgcatgc gcgagagccg cagcgaggac gtaatgcgca tcactgtggg cgtggatggc 1200 
tccgtgtaca agctgcaccc cagcttcaag gagcggttcc atgccagcgt gcgcaggctg 1260 
acgcccagct gcgagatcac cttcatcgag tcggaggagg gcagtggccg gggcgcggcc 1320 
ctggtctcgg cggtggcctg taagaaggcc tgtatgctgg gccagtga 1368 



<210> 5 
<211> 455 
<212> PRT 

<213> Homo sapiens 
<400> 5 

Met Ala Leu Thr Leu Val Glu Gin He Leu Ala Glu Phe Gin Leu Gin 
1 5 10 15 



Glu Glu Asp Leu Lys Lys Val Met Arg Arg Met Gin Lys Glu Met Asp 
20 25 30 
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Arg Gly Leu Arg Leu Glu Thr His Glu Glu Ala Ser Val Lys Met Leu 
35 40 45 

Pro Thr Tyr Val Arg Ser Thr Pro Glu Gly Ser Glu Val Gly Asp Phe 
50 55 60 

Leu Ser Leu Asp Leu Gly Gly Thr Asn Phe Arg Val Met Leu Val Lys 
65 70 75 80 

Val Gly Glu Gly Glu Glu Gly Gin Trp Ser Val Lys Thr Lys His Gin 
85 90 95 

Met Tyr Ser He Pro Glu Asp Ala Met Thr Gly Thr Ala Glu Met Leu 
100 105 110 

Phe Asp Tyr He Ser Glu Cys He Ser Asp Phe Leu Asp Lys His Gin 
115 120 125 

Met Lys His Lys Lys Leu Pro Leu Gly Phe Thr Phe Ser Phe Pro Val 
130 135 140 

Arg His Glu Asp He Asp Lys Gly He Leu Leu Asn Trp Thr Lys Gly 
145 150 155 160 

Phe Lys Ala Ser Gly Ala Glu Gly Asn Asn Val Val Gly Leu Leu Arg 
165 170 175 

Asp Ala He Lys Arg Arg Gly Asp Phe Glu Met Asp Val Val Ala Met 
180 185 190 

Val Asn Asp Thr Val Ala Thr Met lie Ser Cys Tyr Tyr Glu Asp His 
195 200 205 



Gin Cys Glu Val Gly Met He Val Gly Thr Gly Cys Asn Ala Cys Tyr 
210 215 220 
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Met Glu Glu Met Gin Asn Val Glu Leu Val Glu Gly Asp Glu Gly Arg 
225 230 235 240 

Met Cys Val Asn Thr Glu Trp Gly Ala Phe Gly Asp Ser Gly Glu Leu 
245 250 255 

Asp Glu Phe Leu Leu Glu Tyr Asp Arg Leu Val Asp Glu Ser Ser Ala 
260 265 270 

Asn Pro Gly Gin Gin Leu Tyr Glu Lys Leu He Gly Gly Lys Tyr Met 
275 280 285 

Gly Glu Leu Val Arg Leu Val Leu Leu Arg Leu Val Asp Glu Asn Leu 
290 295 300 

Leu Phe His Gly Glu Ala Ser Glu Gin Leu Arg Thr Arg Gly Ala Phe 
305 310 315 320 

Glu Thr Arg Phe Val Ser Gin Val Glu Ser Asp Thr Gly Asp Arg Lys 
325 330 335 

Gin lie Tyr Asn He Leu Ser Thr Leu Gly Leu Arg Pro Ser Thr Thr 
340 345 350 

Asp Cys Asp lie Val Arg Arg Ala Cys Glu Ser Val Ser Thr Arg Ala 
355 360 365 

Ala His Met Cys Ser Ala Gly Leu Ala Gly Val He Asn Arg Met Arg 
370 375 380 

Glu Ser Arg Ser Glu Asp Val Met Arg He Thr Val Gly Val Asp Gly 
385 390 395 400 



Ser Val Tyr Lys Leu His Pro Ser Phe Lys Glu Arg Phe His Ala Ser 
405 410 415 
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Val Arg Arg Leu Thr Pro Ser Cys Glu He Thr Phe lie Glu Ser Glu 
420 425 430 

Glu Gly Ser Gly Arg Gly Ala Ala Leu Val Ser Ala Val Ala Cys Lys 
435 440 445 

Lys Ala Cys Met Leu Gly Gin 
450 455 



<210> 6 
<211> 39 
<212> DNA 

<213> Artificial Seauence 
<220> 

<223> Description of Artificial Sequence:Primer 
<400> 6 

gtcacaagga gccagaagct tatggcctga ctctggtag 39 



<210> 7 
<211> 28 
<212> DNA 

<213> Artificial Sequence 
<220> 

<223> Description of Artificial Sequence :Primer 
<400> 7 

gaagccccac gacattgttc ccttctgc 28 



<210> 8 
<211> 451 
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<212> PRT 

<213> Homo sapiens 

<400> 8 

Met Val Glu Gin lie Leu Ala Glu Phe Gin Leu Gin Glu Glu Asp Leu 
15 10 15 

Lys Lys Val Met Arg Arg Met Gin Lys Glu Met Asp Arg Gly Leu Arg 
20 25 30 

Leu Glu Thr His Glu Glu Ala Ser Val Lys Met Leu Pro Thr Tyr Val 
35 40 45 

Arg Ser Thr Pro Glu Gly Ser Glu Val Gly Asp Phe Leu Ser Leu Asp 
50 55 60 

Leu Gly Gly Thr Asn Phe Arg Val Met Leu Val Lys Val Gly Glu Gly 
65 70 75 80 

Glu Glu Gly Gin Trp Ser Val Lys Thr Lys His Gin Met Tyr Ser He 
85 90 95 

Pro Glu Asp Ala Met Thr Gly Thr Ala Glu Met Leu Phe Asp Tyr He 
100 105 110 

Ser Glu Cys He Ser Asp Phe Leu Asp Lys His Gin Met Lys His Lys 
115 120 125 

Lys Leu Pro Leu Gly Phe Thr Phe Ser Phe Pro Val Arg His Glu Asp 
130 135 140 

lie Asp Lys Gly lie Leu Leu Asn Trp Thr Lys Gly Phe Lys Ala Ser 
145 150 155 160 



Gly Ala Glu Gly Asn Asn Val Val Gly Leu Leu Arg Asp Ala He Lys 
165 170 175 
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Arg Arg Gly Asp Phe Glu Met Asp Val Val Ala Met Val Asn Asp Thr 
180 185 190 

Val Ala Thr Met He Ser Cys Tyr Tyr Glu Asp His Gin Cys Glu Val 
195 200 205 

Gly Met He Val Gly Thr Gly Cys Asn Ala Cys Tyr Met Glu Glu Met 
210 215 220 

Gin Asn Val Glu Leu Val Glu Gly Asp Glu Gly Arg Met Cys Val Asn 
225 230 235 240 

Thr Glu Trp Gly Ala Phe Gly Asp Ser Gly Glu Leu Asp Glu Phe Leu 
245 250 255 

Leu Glu Tyr Asp Arg Leu Val Asp Glu Ser Ser Ala Asn Pro Gly Gin 
260 265 270 

Gin Leu Tyr Glu Lys Leu He Gly Gly Lys Tyr Met Gly Glu Leu Val 
275 280 285 

Arg Leu Val Leu Leu Arg Leu Val Asp Glu Asn Leu Leu Phe His Gly 
290 295 300 

Glu Ala Ser Glu Gin Leu Arg Thr Arg Gly Ala Phe Glu Thr Arg Phe 
305 310 315 320 

Val Ser Gin Val Glu Ser Asp Thr Gly Asp Arg Lys Gin He Tyr Asn 
325 330 335 



He Leu Ser Thr Leu Gly Leu Arg Pro Ser Thr Thr Asp Cys Asp He 
340 345 350 



Val Arg Arg Ala Cys Glu Ser Val Ser Thr Arg Ala Ala His Met Cys 
355 360 365 
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Ser Ala Gly Leu Ala Gly Val He Asn Arg Met Arg Glu Ser Arg Ser 
370 375 380 

Glu Asp Val Met Arg He Thr Val Gly Val Asp Gly Ser Val Tyr Lys 
385 390 395 400 

Leu His Pro Ser Phe Lys Glu Arg Phe His Ala Ser Val Arg Arg Leu 
405 410 415 

Thr Pro Ser Cys Glu He Thr Phe He Glu Ser Glu Glu Gly Ser Gly 
420 425 430 

Arg Gly Ala Ala Leu Val Ser Ala Val Ala Cys Lys Lys Ala Cys Met 
435 ~ 440 445 

Leu Gly Gin 
450 



<210> 9 
<211> 38 
<212> DNA 

<213> Artificial Sequence 
<220> 

<223> Description of Artificial Sequence: Primer 
<400> 9 

ccaggcccag acagccaagc ttatggtaga gcagatcc 38 

<210> 10 
<211> 28 
<212> DNA 

<213> Artificial Sequence 
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<220> 

<223> Description of Artificial SeQuence: Primer 
<400> 10 

gaagccccac gacattgttc ccttctgc 28 
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